Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052922\
Data File : BF128581.D

Acqg On : 29 May 2022 20:00

Operator : CG\JU

Sample : N2951-03MSD :

Misc : P035-SS001-0006-01MSD

ALS Vvial : 20 Sample Multiplier: 1

Manual Integrations
Quant Time: May 30 00:52:37 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M Reviewed By :Christian Giraldo  05/31/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay  05/31/2022
QLast Update : Fri May 27 ©1:51:59 2022
Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.840 152 105412 20.000 ng 0.00
21) Naphthalene-d8 8.122 136 359414 20.000 ng 0.00
39) Acenaphthene-di10 9.881 164 186438 20.000 ng 0.00
64) Phenanthrene-d10 11.369 188 355572 20.000 ng # 0.00
76) Chrysene-di12 14.010 240 259724 20.000 ng # 0.00
86) Perylene-di12 15.474 264 197799 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.457 112 585506 92.004 ng 0.00

7) Phenol-d6 6.469 99 708005 87.255 ng 0.00
23) Nitrobenzene-d5 7.404 82 486808 78.136 ng 0.00
42) 2,4,6-Tribromophenol 10.669 330 189431 106.747 ng 0.00
45) 2-Fluorobiphenyl 9.198 172 867698 75.612 ng 0.00
79) Terphenyl-di4 12.951 244 1022107 76.030 ng 0.00

Target Compounds Qvalue

2) 1,4-Dioxane .657 88 126860 44.706 ng 96

3) Pyridine .399 79 311169 42.355 ng 93

4) n-Nitrosodimethylamine .346 42 213592 55.481 ng 83

6) Aniline .540 93 282133m 29.797 ng

8) 2-Chlorophenol .622 128 322628 48.892 ng 96

9) Benzaldehyde .393 77 219286 78.680 ng 98
10) Phenol .487 94 374906m 46.627 ng
11) bis(2-Chloroethyl)ether .575 93 323645 49.171 ng 100
12) 1,3-Dichlorobenzene .781 146 371893 49.604 ng 98
13) 1,4-Dichlorobenzene .857 146 379102 49.992 ng 99
14) 1,2-Dichlorobenzene .010 146 352569 50.515 ng 98
15) Benzyl Alcohol .981 79 295930 47.818 ng 95
16) 2,2'-oxybis(1-Chloropr... .116 45 531740 45.647 ng 98
17) 2-Methylphenol .092 107 243427 43.343 ng 96
18) Hexachloroethane .351 117 125046 46.747 ng 93
19) n-Nitroso-di-n-propyla.. .251 70 231734 46.579 ng 96

20) 3+4-Methylphenols
22) Acetophenone

.245 107 294701 43.434 ng # 77
.251 105 439894 53.080 ng # 91

W 00000000000 O0WOWNO0WOOWNNNNNNNNNNNNOCNOOTDODODOD OO W WN

24) Nitrobenzene 422 77 349546 56.750 ng 97
25) Isophorone .663 82 613085 53.343 ng 98
26) 2-Nitrophenol .739 139 153768 59.731 ng 96
27) 2,4-Dimethylphenol .775 122 283232m 55.352 ng

28) bis(2-Chloroethoxy)met... .875 93 361862 48.513 ng 99
29) 2,4-Dichlorophenol .981 162 249138 47.047 ng 97
30) 1,2,4-Trichlorobenzene .063 180 284855 49.661 ng 99
31) Naphthalene .145 128 871816 49.560 ng 100
32) Benzoic acid .892 122 178778 49.425 ng 100
33) 4-Chloroaniline .198 127 164202 23.444 ng 97
34) Hexachlorobutadiene .263 225 198131 54.707 ng 98
35) Caprolactam .563 113 73023m  44.719 ng

36) 4-Chloro-3-methylphenol .675 107 259535 47.708 ng 99
37) 2-Methylnaphthalene .834 142 537442 48.403 ng 99
38) 1-Methylnaphthalene .934 142 509630 47.191 ng 99
49) 1,2,4,5-Tetrachloroben... .998 216 272522 53.231 ng 99
41) Hexachlorocyclopentadiene .986 237 145194 50.452 ng 98
43) 2,4,6-Trichlorophenol .116 196 182777 48.413 ng 97
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Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052922\
Data File : BF128581.D

Acqg On : 29 May 2022 20:00

Operator : CG\JU

Sample : N2951-03MSD :

Misc : P035-SS001-0006-01MSD

ALS Vvial : 20 Sample Multiplier: 1

Manual Integrations
Quant Time: May 30 00:52:37 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@52622.M Reviewed By :Christian Giraldo  05/31/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 05/31/2022
QLast Update : Fri May 27 ©1:51:59 2022
Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
44) 2,4,5-Trichlorophenol .151 196 189556 48.728 ng # 93
46) 1,1'-Biphenyl .304 154 669044 51.106 ng 98
47) 2-Chloronaphthalene .328 162 511271 49.751 ng 99
48) 2-Nitroaniline .422 65 182448 63.845 ng 99
49) Acenaphthylene .739 152 806533 51.088 ng 100
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50) Dimethylphthalate 622952 51.511 ng 99
51) 2,6-Dinitrotoluene .663 165 129412 58.389 ng 90
52) Acenaphthene .916 154 500006 51.333 ng 99
53) 3-Nitroaniline .833 138 108435 42.363 ng 99
54) 2,4-Dinitrophenol .933 184 62571 57.734 ng 93
55) Dibenzofuran 10.086 168 705107 48.790 ng 95
56) 4-Nitrophenol 9.992 139 222928 107.329 ng # 69
57) 2,4-Dinitrotoluene 10.063 165 169207 63.812 ng 93
58) Fluorene 10.428 166 540962 51.995 ng 100
59) 2,3,4,6-Tetrachlorophenol 10.204 232 155563 49.347 ng 98
60) Diethylphthalate 10.304 149 616218 52.454 ng 100
61) 4-Chlorophenyl-phenyle... 10.422 204 269724 51.097 ng 92
62) 4-Nitroaniline 10.445 138 129131 52.692 ng 89
63) Azobenzene 10.581 77 581490 48.620 ng 97
65) 4,6-Dinitro-2-methylph... 10.469 198 43925 29.169 ng 92
66) n-Nitrosodiphenylamine 10.539 169 506035 47.535 ng 99
67) 4-Bromophenyl-phenylether 10.910 248 176804 48.127 ng 93
68) Hexachlorobenzene 10.975 284 202666 49.956 ng 96
69) Atrazine 11.069 200 169061 51.170 ng 99
70) Pentachlorophenol 11.169 266 239955 97.061 ng 98
71) Phenanthrene 11.392 178 838029 49.753 ng 98
72) Anthracene 11.445 178 860912 51.169 ng 99
73) Carbazole 11.598 167 764150 47.391 ng 99
74) Di-n-butylphthalate 11.933 149 996532 52.510 ng 100
75) Fluoranthene 12.580 202 943988 52.420 ng 97
77) Benzidine 12.704 184 48638 8.119 ng 97
78) Pyrene 12.810 202 955944 48.856 ng 98
80) Butylbenzylphthalate 13.433 149 427561 51.807 ng 95
81) Benzo(a)anthracene 13.998 228 767881 49.742 ng 99
82) 3,3'-Dichlorobenzidine 13.963 252 201485 50.971 ng 99
83) Chrysene 14.039 228 738111 46.688 ng 99
84) Bis(2-ethylhexyl)phtha... 13.992 149 581543 58.259 ng 99
85) Di-n-octyl phthalate 14.610 149 940468 53.524 ng 99
87) Indeno(1,2,3-cd)pyrene 16.939 276 552742 47.379 ng # 94
88) Benzo(b)fluoranthene 15.045 252 652937 53.065 ng 98
89) Benzo(k)fluoranthene 15.080 252 599746m 52.608 ng

90) Benzo(a)pyrene 15.415 252 573672 58.111 ng # 97
91) Dibenzo(a,h)anthracene 16.957 278 495658 51.241 ng 97
92) Benzo(g,h,i)perylene 17.380 276 467190 48.694 ng # 94

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052922\
Data File : BF128581.D

Acqg On : 29 May 2022 20:00
Operator : CG\JU

Sample : N2951-03MSD

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Time: May 30 ©0:52:37 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri May 27 ©1:51:59 2022

Response via : Initial Calibration

P035-SS001-0006-01MSD

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

05/31/2022
05/31/2022
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Abundance Scan 774 (6.840 min): BF128480.D\data.ms (-76 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.840 min Scan# 71ELdllEies
Ref 50 115.0 Delta R.T. -0.000 min !
521 781 Lab File: BF128581.D [(GICHIEEIel(EI(6H
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0 \3\5\-‘1‘-\ \‘\‘\‘ ‘”\ T \“\‘”i \“\‘9\6\-’0\ T 1“ \1\3\2\0‘ T \‘\“\ T
m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 105418MVEGIVEIRGICELIETTOIS
Abundance  Scan 774 (6.840 min): BF128581.D\datams 10N Ratio Lower Upper BRGNON=0)
15p.0 152 100 Reviewed By :Christian Giraldo  05/31/2022
150 160.7 123.7 185.58 supervised By :Jagrut Upadhyay — 05/31/2022
115 63.1 49.9 74.9
Raw 50
115.0
521 78.1 Abundance
‘ 200000
[ \w T \‘\‘\‘ ‘”\ T \“\‘”i \“\‘9\5\.(’)\ T ‘\“ \1\3\1\9‘ T \‘\“\ T
miz--> 40 60 80 100 120 140 160 150000
Abundance Scan 774 (6.840 min): BF128581.D\data.ms (-75 6,840
150.0
100000
Sub 50
115.0 50000
52.1 78.1
Ot 1950 | 2310 [ e
miz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85

Abundance Scan 58 (2.628 min): BF128480.D\data.ms (-51) #2

58.1 88.1 1,4-Dioxane
Concen: 44.706 ng
RT: 2.657 min Scan# 63
Ref 50 Delta R.T. ©.029 min
43.0 Lab File: BF128581.D
‘ Acq: 29 May 2022 20:00
0\\‘\\\\“\‘“\\‘\\\“\\\G\QEQ\\\‘\\\“‘\\\\‘
m/z--> 30 40 50 60 70 80 90 Tgt Ion: .88 Resp: 126860
Abundance  Scan 63 (2.657 min): BF128581 . D\datams ~ 10N Ratlo Lower Upper
58.1 88.1 88 100
58 91.6 71.8 107.8
43 38.9 26.6 39.8
Raw 50
431 Abundance
2657
80000
0\\‘\\\\“\‘“\\‘\\\“\\\6\8.‘9\\\\‘\\\“‘\\\\‘
miz--> 30 40 50 60 70 80 90 50000
Abundance Scan 63 (2.657 min): BF128581.D\data.ms (-7) (-
58.0 88.1
40000
Sub 50
43.0 20000
ot T T T T T T[T T T T T T
miz--> 30 40 50 60 70 80 90 Time--> 2.60 2.65 2.70
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Abundance Scan 183 (3.363 min): BF128480.D\data.ms (-17 #3

521 791 Pyridine
Concen: 42.355 ng
RT: 3.399 min Scan# 1{gEIERIEs
Ref 50 Delta R.T. ©.035 min \A_
Lab File: BF128581.D |SEIIEEIWICIEE
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0' \‘\\\\‘\\\\‘\\\.\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\.\ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: ‘79 Resp: 31116 Manual Integratlons
Abundance. - Scan 189 (3399 min): BFL28581.D\datams Ton Ratio Lower Upper BEelaiaielSy
1 791 79 100 Reviewed By :Christian Giraldo
52 91.4 68.6 102.88 sypervised By :Jagrut Upadhyay
51 46.1 32.9 49.3
Raw 50
Abundance
3.899
0 A 150000
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 189 (3.399 min): BF128581.D\data.ms (-16
52.1 79.1 100000
Sub g 50000
0- \‘\\Hc‘}\\u‘\\u‘\\u‘HHWHWHWHW R e A a
miz--> 40 60 80 100 120 140 160 180 200 220 Time.> 3.30 3.40 3.50

Abundance Scan 176 (3.322 min): BF128480.D\data.ms (-16 #4

421 741 n-Nitrosodimethylamine
Concen: 55.481 ng
RT: 3.346 min Scan# 180
Ref 50 Delta R.T. ©.024 min
Lab File: BF128581.D
Acq: 29 May 2022 20:00
O \\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\T\‘\\\\‘\\\\‘\\T\ T I .42R . 21 92
m/z--> 40 60 80 100 120 140 160 180 200 gt Ion: esp: 35
Abundance  Scan 180 (3.346 min): BF128581 D\datams ~ 10N Ratlo Lower Upper
431 741 42 100
74 98.9 94.8 142.2
44 6.7 6.6 10.0
Raw 50
Abundance
3.346
147.0 207.1
Oj_Y_r.Lw'u\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 180 (3.346 min): BF128581.D\data.ms (-15 60000
421 741
40000
Sub
50
20000
147.0 207.1
() | UM A———— . £ A—2 e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 3.30 3.40
BF128581.D 8270-BF052622.M Tue May 31 14:14:24 2022
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Abundance Scan 538 (5.451 min): BF128480.D\data.ms (-53 #5

1121 2-Fluorophenol
64.1 Concen: 92.?04 ng
RT: 5.457 min Scan# SUgEgiaERies
Ref 50 Delta R.T. ©.006 min |
92.0 Lab File: BF128581.D (SlEHISEnIAEI0
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0 \‘\\3\‘%‘.}\ \E\":“l‘-\‘(\)‘l‘} “1 i+ I \‘ﬂ?\gid\‘\ T ‘\ T
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 58550 Manual Integrations
Abundance  Scan 539 (5.457 min): BF128581.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
11p.1 112 1e0 Reviewed By :Christian Giraldo  05/31/2022
64.1 64 69.9 53.3 79.9 Supervised By :Jagrut Upadhyay 05/31/2022
63 37.8 28.0 42.0
Raw 50
Abundance
92.0 600000 5.457
381 501 | |
0 \‘H\‘\H‘H‘H“M\‘\‘M‘W\‘iH\‘i‘u“i\‘u‘\‘\H|HH“‘\H|H
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 539 (5.457 min): BF128581.D\data.ms (-48 400000
112.1
64.1
Sub 200000
50
92.0
38.1 50.1 ‘ ‘
G\‘uHM\mw%bhﬂ%ﬁumw%ﬁu\_wu,u\w”u\“\ 0\\‘\\\¥‘\\\\ \
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.40 5.50

Abundance Scan 716 (6.498 min): BF128480.D\data.ms (-70 #6

93.1 Aniline

Concen: 29.797 ng m

RT: 6.540 min Scan# 723

Ref 50 66.0 Delta R.T. ©.041 min
Lab File: BF128581.D
39.1 Acq: 29 May 2022 20:00
S R S
m/z--> 40 60 80 100 120 140 Tgt Ion: 93 Resp: 282133
Abundance  Scan 723 (6.540 min): BF128581.D\data.ms Ion Ratio Lower Upper
93.1 93 100

66 43.0 32.5 48.7
65 22.0 16.4 24.6

Raw g 66.0
Abundance
39.1
oL \NM\HWU‘““\MM‘\\AM T S e 300000
miz--> 40 60 80 100 120 140
Abundance Scan 723 (6.540 min): BF128581.D\data.ms (-66
93.0 200000
Sub g 66.0 100000 6.54
39.0
G\\H%\MWMVJM\wq\\jh,\\\\‘\\\\‘\“‘ O'H‘w“H‘H“M‘H‘
miz--> 40 60 80 100 120 140 Time--> 6.45 6.50 6.55
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Abundance Scan 711 (6.469 min): BF128480.D\data.ms (-70 #7

99.1 Phenol-d6
Concen: 87.255 ng
RT: 6.469 min Scan# 7lgSidtipgl=lgies
Ref 50 Delta R.T. ©0.000 min \A_
420 Lab File: BF128581.D [(GICHIEEIel(EI(6H
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0 ‘H‘ “‘“ “ T T T T ‘ T T T T ‘ T T T T ‘ T 2\8\]_-\]
m/z--> 50 100 150 200 250 Tgt Ion: 99 Resp: 708008V ERIEINIgICEIEl[o1gf
Abundance  Scan 711 (6.469 min): BF128581.D\datams 10N Ratio Lower Upper BRVEON=0)
99.1 99 100 Reviewed By :Christian Giraldo  05/31/2022
42 22.8 17.3 25.9 Supervised By :Jagrut Upadhyay 05/31/2022
71 40.1 28.9 43.3
Raw 50
Abundance
421 600000 6.469
bl 1m0 1320 am:
m/z--> 5 100 150 200 250
Abundance Scan 711 (6.469 min): BF128581.D\data.ms (-66 400000
99.1
Sub
50 200000
421
okl amo s e Ot
m/z--> 50 100 150 200 250 Time-->  6.40 6.45 6.50 6.55

Abundance Scan 738 (6.628 min): BF128480.D\data.ms (-73 #8

128.0 2-Chlorophenol
Concen: 48.892 ng
64.0 RT: 6.622 min Scan# 737
Ref 50 Delta R.T. -0.006 min
Lab File: BF128581.D
39.0 92.0 Acq: 29 May 2022 20:00
G\H‘H,\\‘\‘\“‘\‘u‘”\‘u!\Wuu‘\‘u‘uu‘uu‘uu‘uﬁ
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:128 Resp: 322628
Abundance  Scan 737 (6.622 min): BF128581.D\data.ms Ion Ratio Lower Upper
128.0 128 100
130 32.6 13.1 53.1
64.0 64 54.6 30.9 70.9
Raw 50
Abundance
39.1 92.0 6.622
0 ”Mw*‘LW”*H\‘M*\H“\H*‘w‘*‘w‘** 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 737 (6.622 min): BF128581.D\data.ms (-68
128.0 200000
Sub gy 540 100000
39.0 92.0
0 ‘H‘”w”!‘w”w"wmw”w”w”” REAAERARARRERAARRAR
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 6.55 6.60 6.65 6.70
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Abundance Scan 698 (6.393 min): BF128480.D\data.ms (-69 #9

771 10p.1 Benzaldehyde
Concen: 78.680 ng
51.0 RT: 6.393 min Scan# 6{gSiidiipl=lgies
Ref 50 Delta R.T. -0.000 min
Lab File: BF128581.D [(GICHIEEIel(EI(6H
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0 \‘\\:\3‘3"\0\\\"\“\\\??\.O\\‘\‘\“1!‘\\\8\9‘.]\-\\\‘\\ ‘\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 77 Resp: 21928 \ERIEL Integrations
Abundance  Scan 698 (6.393 min): BF128581.D\datams 10" Ratio Lower Upper BRVEOMN=0)
771 105.1 77 160 Reviewed By :Christian Giraldo  05/31/2022
15 98.8 81.6 121.6 Supervised By :Jagrut Upadhyay 05/31/2022
51.1 106 95.5 76.1 116.1
Raw 50
Abundance
6.893
39.1
G \‘\ \\‘\‘“ TTT \" \“\ T \?%;c\)\ ‘ \‘M T ‘ T \?\9‘.0\\ TT ‘ T ‘\ ‘ TTT 200000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 698 (6.393 min): BF128581.D\data.ms (-64
150000
71.0 105.1
100000
Sub 50 5Ll
50000
39.0
o 20 e il s | S S
m/z--> 30 40 50 60 70 80 90 100 110 Time-> 6.35 6.40

Abundance Scan 713 (6.481 min): BF128480.D\data.ms (-70 #10

94.1 Phenol
Concen: 46.627 ng m
RT: 6.487 min Scan#t 714
Ref 50 Delta R.T. ©0.006 min
39.1 Lab File: BF128581.D
‘ ‘ Acq: 29 May 2022 20:00
[ “!“‘”‘“\“‘H‘\‘\ \H‘ L L I B B B \2\8\1\'
m/z--> 50 100 150 200 250 Tgt Ion: .94 Resp: 374906
Abundance ~ Scan 714 (6.487 min): BF128581.D\datams 10N Ratio Lower Upper
94.1 94 100
65 32.1 11.4 51.4
66 44.9 21.4 61.4
Raw 50
Abundance
39.1 6.487
‘ 400000
[ “\‘“N\“‘H‘\‘\ \“‘ L O B B I B
m/z--> 50 100 150 200 250 300000
Abundance Scan 714 (6.487 min): BF128581.D\data.ms (-66
94.1
200000
Sub
50
100000
39.0
miz--> 50 100 150 200 250 Time--> 6.45  6.50

BF128581.D 8270-BF052622.M Tue May 31 14:14:26 2022 Page 8



Abundance Scan 730 (6.581 min): BF128480.D\data.ms (-72 #11

63.0 93.0 bis(2-Chloroethyl)ether
Concen: 49.171 ng
RT: 6.575 min Scan# 7UgSidtlEnles
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF128581.D (GUEINEEIEIR
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0 431 109.0 1421
Miz-> 45 Gb Sb 160 1éo 140 Tgt Ion: 93 Resp: 32364 Manual Integrations
Abundance  Scan 729 (6.575 min): BF128581.D\datams ~ 10N Ratio Lower Upper SRALLICNISE
630 930 23 106 Reviewed By :Christian Giraldo  05/31/2022
63 87.7 67.4 107.4Q suypervised By :Jagrut Upadhyay —05/31/2022
95 32.5 12.7 52.7
Raw 50
Abundance
6.575
43.1 ‘
G\\\“‘i‘\‘”\\“w‘\\\‘\\\‘\‘1\0\8\.9\‘\\\}4‘.2\.(\)\\ 300000
m/z--> 40 60 80 100 120 140
Abundance Scan 729 (6.575 min): BF128581.D\data.ms (-67
63.0 93.0 200000
Sub
50 100000
N ‘ 1089 1420 0
e pl= s e e e e T
m/z-> 40 60 80 100 120 140  Time-> 6.55 6.60

Abundance Scan 764 (6.781 min): BF128480.D\data.ms (-75 #12

146.0 1,3-Dichlorobenzene
Concen: 49.604 ng

RT: 6.781 min Scan# 764

Ref 50 111.0 Delta R.T. ©.000 min
S0l 751 Lab File: BF128581.D
Acq: 29 May 2022 20:00
0\\\‘\\“\‘\ ’\HH‘}\‘9‘3-‘0‘Hn}“‘””“\‘\‘”‘
m/z--> 80 100 120 140 Tgt Ion:146 Resp: 371893

Abundance Scan764(6.781min): BF128581.D\datams 1on Ratio Lower Upper
146.0 146 100

148 64.0 50.6 75.8
75 35.3 26.3 39.5

Raw 50 111.0
75.1 Abundance
50.1 6.781
0 T \“ T \“\ ‘\ "\ T \“\‘ ‘ }‘\9\3.\0‘ T \”‘\ ‘ L ‘ \‘\“\ T ‘ 400000
miz--> 40 60 80 100 120 140
Abundance Scan 764 (6.781 min): BF128581.D\data.ms (-71 300000
146.0
200000
Sub 111.0
75.0 100000
50.0
om“‘J‘H,"“‘s‘:“9‘3"8_M‘WH_‘J‘H‘ e e
miz--> 40 60 80 100 120 140 Time--> 6.75  6.80
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Abundance Scan 777 (6.857 min): BF128480.D\data.ms (-77 #13

146.0 1,4-Dichlorobenzene
Concen: 49.992 ng
RT: 6.857 min Scan# 7{gSidtipl=lgies
Ref 50 111.0 Delta R.T. ©0.000 min VA
50.0 7.0 Lab File: BF128581.D (SUEMIEEISIEILE
’ Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0\\\‘\\“\‘\ “\\\“}‘}‘\9\3\9‘\\}‘\‘\\\\‘\‘\“\\‘
Miz-> 40 60 80 100 120 140 Tgt Ion:146 Resp: EYEN2)  Manual Integrations
Abundance  Scan 777 (6.857 min): BF128581.D\datams 10" Ratio Lower Upper BRNEOMN=0)
146.0 146 100 Reviewed By :Christian Giraldo  05/31/2022
148 63.7 51.1  76.78 supervised By :Jagrut Upadhyay — 05/31/2022
111 43.7 34.2 51.4
Raw 50 111.0
75.1 Abundance
50.1 6.857
G\\\‘\\“\‘\ “\\\“1|“‘92\.\9‘\\”}‘\|\\\\‘\w\\‘ 400000
m/z--> 40 60 80 100 120 140
Abundance Scan 777 (6.857 min): BF128581.D\data.ms (-72 300000
146.0
200000
Sub
50 751 111.0
’ 100000
50.1
0 “J“‘M“p“ﬂh, w“““wd‘,““ L e
miz--> 40 60 80 100 120 140 Time--> 6.80 6.85 6.90

Abundance Scan 804 (7.016 min): BF128480.D\data.ms (-79 #14

146.0 1,2-Dichlorobenzene
Concen: 50.515 ng

RT: 7.010 min Scan# 8603

Ref 50 111.0 Delta R.T. -0.006 min
75.0 Lab File: BF128581.D
50.1 Acq: 29 May 2022 20:00
0H“H\\‘w“”‘\“‘}\‘9‘4““}“‘”H“\‘HH‘
m/z--> 40 60 80 100 120 140 Tgt Ion:146 Resp: 352569

Abundance  Scan 803 (7.010 min): BF128581.D\datams 10N Ratio Lower Upper
146.0 146 100

148 62.4 51.8 77.8
111 44.7 35.1 52.7

Raw gg 111.0
75.0 Abundance
50.1 7.010
‘ 400000
0\\\‘\\‘\‘\“\\\‘\““‘\2\\0‘\‘\‘”‘\‘\\\\‘\‘\“\\‘
miz--> 80 100 120 140
Abundance Scan 803 (7 010 min): BF128581 D\datams (-75 500000
146.0
200000
sub g, 111.0
75.0 100000
50.1
0 ""‘WMMV‘“J‘Wwfp“W1“““‘ﬂﬁ“‘ O
m/z--> 100 120 140 Time--> 7.00 7.05
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Abundance Scan 798 (6.981 min): BF128480.D\data.ms (-79 #15
79.1 Benzyl Alcohol

108.1 Concen: 47.818 ng
RT: 6.981 min Scan# 7UgSiidtinlEnles
Ref 50 Delta R.T. ©.000 min |
51.0 Lab File: BF128581.D [(GlEhlSEnlellEll0fs
. . P035-SS001-0006-01MSD
0\\\““\\‘H“\““i‘uwu\\”‘u‘\‘\‘\‘\‘H\\‘l\s\ﬁ.ﬂuu‘\H.\‘ Acq. ” May o o
m/z—> 40 60 80 100 120 140 160 180 Tgt Ion: 79 Resp: 29593@MVERIVEINIIET]= 1]

Abundance  Scan 798 (6.981 min): BF128581.D\datams 10" Ratio Lower Upper BRVEON=0)
1

7d 79 160 Reviewed By :Christian Giraldo  05/31/2022
168 70.2 61.8 92.6 05/31/2022

108.1 Supervised By :Jagrut Upadhyay
77 63.4 50.2 75.4
Raw 50
A
511 PUNGRKsSH
6.981
G\\\““\\“U\““i‘u“iuu“‘u‘\‘\‘H‘HH‘HH‘HH“H\‘
m/z--> 40 60 80 100 120 140 160 180 200000
Abundance Scan 798 (6.981 min): BF128581.D\data.ms (-74
79.1
108.1
Sub 100000
50
51.1
G\\w“‘\\“U\““1‘”“”””‘”‘HH‘HH‘HH‘HH,HH‘ O" T T T
miz--> 40 60 80 100 120 140 160 180  Time.> 6.90  7.00

Abundance Scan 821 (7.116 min): BF128480.D\data.ms (-81 #16

45.1 2,2"'-oxybis(1-Chloropropane)
Concen: 45.647 ng
RT: 7.116 min Scan# 821
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
770 2Ll Acq: 29 May 2022 20:00
e R e et T
m/z--> 40 60 80 100 120 140 160 180 200  'gt Ion: 45 Resp: 531740
Abundance  Scan 821 (7.116 min): BF128581.D\data.ms Ion Ratio Lower Upper
45.1 45 100
77 12.4 0.0 31.3
79 8.9 0.0 28.3
Raw 50
Abundance
770 121.1 400000 7.116
0H“\‘”*““ww“\“H‘\‘Hw“w\“15‘7\'9”\””\””
m/z--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 821 (7.116 min): BF128581.D\data.ms (-77
45.1
200000
Sub
50 100000
770 121.1
0H“i”*”“ww‘“\“H‘\‘Hw“w\“1‘5‘7\'9”\””\”” OF==
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.10 7.20
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Abundance Scan 816 (7.087 min): BF128480.D\data.ms (-80 #17

108.1 2-Methylphenol
Concen: 43.343 ng
RT: 7.092 min Scan# 8UgSIiAtTIEls
Ref 50 771 Delta R.T. ©0.006 min \A_|
Lab File: BF128581.D |SEIIEEIWICIEE
51.0 ‘ “ Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
Orrﬁw‘\“‘\‘\\\“\\‘\\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\.\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.07 RESpZ 24342 Manual Integratlons
Abundance  Scan 817 (7.092 min): BF128581 D\datams ~ 10N Ratio Lower Upper BRALLICNISE
108.1 1e7 166 Reviewed By :Christian Giraldo  05/31/2022
1e8 115.0 91.9 137.98 supervised By :Jagrut Upadhyay — 05/31/2022
77 52.3 37.8 56.8
Raw gp 79.1 79 53.2 37.4 56.0
Abu
511 "S55
! e
0' ‘\“‘”\\\“\\‘\\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 817 (7.092 min): BF128581.D\data.ms (-76
108.1
Sub 50 79.1 100000
51.0 ‘
G"u‘immh“‘1“”“1‘”“”“‘H‘mwm‘mwmwm ) s
miz--> 40 60 80 100 120 140 160 180 200  Time--> 705 7.0

Abundance Scan 862 (7.357 min): BF128480.D\data.ms (-85 #18

116.9 200.9  Hexachloroethane
Concen: 46.747 ng
165.9 RT: 7.351 min Scan# 861
Ref 50 ' Delta R.T. -0.006 min
470 g0 Lab File: BF128581.D
‘ M ‘ ‘ H ‘ ‘ Acq: 29 May 2022 20:00
0\\\‘\\‘\\“\\\\“\\\\’\\\\‘\\\‘\‘\\\\‘\\‘\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:117 Resp: 125046
Abundance  Scan 861 (7.351 min): BF128581.D\datams ~ 10N Ratlo Lower Upper
115.9 200.9 117 1ee
119 95.6 77.4 116.2
201 92.6 84.6 127.0
Raw 50 165.9
Abundance
47.0 82 0 451
0’
miz--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 861 (7.351 min): BF128581.D\data.ms (-81
116.9 200.9
Sub 50000
50 165.9
47.0 820
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 730 735 740

BF128581.D 8270-BF052622.M
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Abundance Scan 846 (7.263 min): BF128480.D\data.ms (-83 #19

431 n-Nitroso-di-n-propylamine
Concen: 46.579 ng
RT: 7.251 min Scan# 8{gE{VlilElaits
Ref 50 Delta R.T. -0.012 min \A_
105.1 Lab File: BF128581.D (GUEINEEIEIR
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
05 ‘\ M“\ H‘\‘\ “ “ !1\47]\- \]\-9\11\ T 2\67\0\\
Miz-> 5‘0 160 15‘0 200 250 Tgt Ion: 70 Resp: 231738VERNEIRGICHIETOE
Abundance  Scan 844 (7.251 min): BF128581.D\datams 10N Ratio Lower Upper BREELULIENIZS
105.1 70 100 Reviewed By :Christian Giraldo 05/31/2022
42 68.8 52.3 78.58 Supervised By :Jagrut Upadhyay — 05/31/2022
43.1 101 8.9 7.5 11.3
Raw 50 130 19.2 16.1 24.1
Abundance
200000 7.251
0 ‘1“““‘“ ul - ‘ idrl 1929 281
m/z--> 50 100 150 200 250 150000
Abundance Scan 844 (7.251 min): BF128581.D\data.ms (-79
105.1
100000
43.0
Sub 50
50000
ol dpid s L pars 20 om e
miz--> 50 100 150 200 250 Time--> 7.20 7.25 7.30

Abundance Scan 843 (7.245 min): BF128480.D\data.ms (-83 #20

- 10y.1 3+4-Methylphenols
Concen: 43.434 ng
RT: 7.245 min Scan# 843
Ref 50 Delta R.T. ©.000 min
51.0 Lab File: BF128581.D
Acq: 29 May 2022 20:00
G"M,M“‘1\”“,‘\“‘\”\;”‘\“W L0 1930
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:107 Resp: 294701
Abundance  Scan 843 (7.245 min): BF128581.D\datams ~ 10N Ratlo Lower Upper
711 1051 107 100
108 90.7 71.8 111.8
77 128.4 59.3 99.34#
Raw 50| 431 79 34.4 11.7 51.7
Abundance
‘ 400000
0 \‘\T‘ﬁ?\]‘.\\\\‘\\\\‘]\-\gﬁ‘o\\z\\z‘]-\\( 7' 5
m/z--> 40 60 80 100 120 140 160 180 200 220 300000
Abundance Scan 843 (7.245 min): BF128581.D\data.ms (-79
771.1 105.1
200000
Sub
501 43.0 100000
0 ‘U‘ RARRRAN e rrrt \*301\ AR ‘1‘9%0“2”2‘1”( R AR ARARRARRAR
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 7.207.257.30
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Abundance Scan 993 (8.128 min): BF128480.D\data.ms (-98 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.122 min Scan# 9giSiidiipl=lgies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF128581.D (GUEINEEIEIR
54.0 10‘8.1 | Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0H\“\H“\‘\‘w\ww’\\\‘\‘\\\‘\l}h‘HH‘HH‘\H\.‘\H\‘\H\ .
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt IOI’]Z:!.36 Resp: 35941 Manual Integratlons
Abundance  Scan 992 (8.122 min): BF128581.D\datams 10" Ratio Lower Upper BRUEOMN=0)
13p.1 136 100 Reviewed By :Christian Giraldo  05/31/2022
137 11.5 8.8 13.2 Supervised By :Jagrut Upadhyay 05/31/2022
54 10.0 7.5 11.3
Raw 5o 68 5.1 4.7 7.1
Abundance
400000 8.122
54.1 108.1
GH\“\H“i‘iuwswz‘}'\lu‘\‘!u‘\\}““\\}\6‘]\"\9\‘\\\\‘\\\2\‘2\4\“\9\
m/z--> 40 60 80 100 120 140 160 180 200 220 300000
Abundance Scan 992 (8.122 min): BF128581.D\data.ms (-94
136.1
200000
Sub
50 100000
54.1 108.1
Oberpreir e b b el 1619 224.9 -
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 8.10 8.5

Abundance Scan 845 (7.257 min): BF128480.D\data.ms (-83 #22

105.1 Acetophenone
Concen: 53.080 ng
43.0 RT: 7.251 min Scan# 844
Ref 507 7 Delta R.T. -0.006 min
Lab File: BF128581.D
H ‘ ‘ Acq: 29 May 2022 20:00
[ “\‘ l”‘\‘“\w\ § " ‘”\‘ t 11\47‘]\. T \2’07\(\) LA B
m/z--> 50 100 150 200 250 Tgt IOﬂZ:!.@S Resp: 439894
Abundance  Scan 844 (7.251 min): BF128581.D\datams 100 Ratio Lower Upper
105.1 105 100
71 7.5 5.0 7.44
43.1 51 39.2 25.0 37.44%
Raw 50 120 21.5 17.8 26.8
Abundance
7.251
‘ 400000
ol dpld 4 Ll para 1020 oma
miz--> 50 100 150 200 250
- 300000
Abundance Scan 844 (7.251 min): BF128581.D\data.ms (-79
105.1
200000
43.0
Sub
50
100000
ol dhtald o L | 1471 1029 281 -
m/z--> 50 100 150 200 250 Time--> 720 7.25 7.30
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Abundance Scan 871 (7.410 min): BF128480.D\data.ms (-86 #23

82.1 Nitrobenzene-d5
Concen: 78.136 ng
54.0 RT: 7.404 min Scan# S|[SLIERI
Ref 50 128.1 Delta R.T. -0.006 min

Lab File: BF128581.D |(®lEIEEIsliEllof
Acq: 29 May 2022 20:00 HUSERSSIKENUENTES)

m 1y i .
m/z--> 4’0 Gb Sb 160 12‘0 14‘10 1%0 1é0 260 Tgt Ion: 82 RESpZ 48680 Manual Integrations
Abundance  Scan 870 (7.404 min): BF128581.D\datams 10" Ratio Lower Upper BEVEOMN=0)

1

82. 82 100 Reviewed By :Christian Giraldo  05/31/2022
128 41.5 34.@ 51.0f supervised By :Jagrut Upadhyay —05/31/2022

o

54.1 54 58.8 46.9 70.3
Raw 50 128.1
' Abundance
7.404
G\\\"“H”!‘\‘i‘\‘\}”i“\\\:\d‘owswle-\‘\\‘\\‘HH‘HH‘HH‘HH 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 870 (7.404 min): BF128581.D\data.ms (-82 300000
82.0
54.0 200000
Sub
50 128.1
100000
G"u,“m!u‘u‘1‘1‘””‘_”“”‘”‘”H‘m“mwm 0 T
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 7.35 7.40 7.45
Abundance Scan 874 (7.428 min): BF128480.D\data.ms (-86 #24
71.0 Nitrobenzene
Concen: 56.750 ng
51.0 RT: 7.422 min Scan# 873
Ref 50 123.1 Delta R.T. -0.006 min
Lab File: BF128581.D
Acq: 29 May 2022 20:00
G\H““\\‘M“‘\‘HMHH?\SEQWHHH\’H'H‘HH‘
miz--> 40 60 80 100 120 140 160 Tgt Ion: 77 Resp: 349546
Abundance  Scan 873 (7.422 min): BF128581.D\data.ms Ion Ratio Lower Upper
771 77 100
123 42.2 35.4 53.2
51.1 65 15.1 11.8 17.8
Raw 50 123.1
' Abundance
400000 1422
Ot~ \““ T ‘”i‘\ \‘W‘ T \gwb\.f)\ T = [T \%\6\8\0\‘
m/z--> 40 60 80 100 120 140 160 300000
Abundance Scan 873 (7.422 min): BF128581.D\data.ms (-82
77.0
200000
51.0
Sub 50
1231 100000
omm‘H‘;‘,m_e\@-mW_H,w‘l@?;q‘ o/
m/z-—-> 40 60 80 100 120 140 160 Time->  7.35 7.40 7.45
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Abundance Scan 915 (7.669 min): BF128480.D\data.ms (-90 #25

82.1 Isophorone

Concen: 53.343 ng
RT: 7.663 min Scan# 9lgisiidiipl=lgies

Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF128581.D |(®lEIEEIsliEllof
39.1 138.1 Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0 L 09 . 41101 | 193.0

m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 61308 Manual Integrations

Abundance  Scan 914 (7.663 min): BF128581.D\datams 10N Ratio Lower Upper BRNZZHONZS)
84.1 82 1600 Reviewed By :Christian Giraldo  05/31/2022

95 8.3 5.7 8.5 Supervised By :Jagrut Upadhyay 05/31/2022
138 16.9 14.2 21.2
Raw 50
Abundance
54.1 138.1 600000 7.663
G\\\‘i“\\‘i“‘\‘\“\\\“\\\‘\‘1\1\(\)\1‘HH‘HH‘HH‘HH‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 914 (7.663 min): BF128581.D\data.ms (-86 400000
82.0
Sub
50 200000
54.1 138.1
B I AN .- S A oL —
m/z--> 40 60 80 100 120 140 160 180 Time--> 7.60 7.65 7.70

Abundance Scan 927 (7.739 min): BF128480.D\data.ms (-92 #26

139.1 2-Nitrophenol

Concen: 59.731 ng

65.1 RT: 7.739 min Scan# 927

Delta R.T. ©0.000 min
109.0 Lab File: BF128581.D

L ‘ Acq: 29 May 2022 20:00

W87L

7. |
O' \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:139 Resp: 153768

Abundance  Scan 927 (7.739 min): BF128581.D\datams 10N Ratio Lower Upper
130.1 139 100

109 35.8 25.0 37.4
65 55.4 45.1 67.7

Ref  50{ 391

65.1
Raw 50 39.1
109.1 Abundance
L 7.740
0' \\“\“\7\@\‘\‘\\\“\\\\}\\\\’]\-7\]\_-\0‘\\\ 150000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 927 (7.739 min): BF128581.D\data.ms (-87
139.1 100000
Sub 39.0 65.0
50 ’
109.1 50000
0' L7@’ LI L I B N B B
miz--> 40 60 80 100 120 140 160 180  Time-> 7.70 7.75 7.80
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Abundance Scan 933 (7.775 min): BF128480.D\data.ms (-92 #27

107.1 2,4-Dimethylphenol
Concen: 55.352 ng m
RT: 7.775 min Scan# 9lgisiidtipl=lgies
Ref 50 Delta R.T. ©.000 min
77.1 Lab File: BF128581.D (GUEINEEIEIR
39.0 Acq: 29 May 2022 20:00 HUCERSEINREUIUYED)
R ‘ W lgsen 207 _
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:122 Resp: 28323 Manual Integratlons
Abundance  Scan 933 (7.775 min): BF128581.D\datams 10" Ratio Lower Upper BRNEOMN=0)
107.1 122 1ee Reviewed By :Christian Giraldo  05/31/2022
107 122.0 93.8 139.68 supervised By :Jagrut Upadhyay — 05/31/2022
121 58.1 46.6 70.0
Raw 50
77.1 Abundance
39.1
G\H“i“\\“\‘“\ y“;“w““wn‘e”w‘l‘l"“‘m‘mwmwm“m 300000 7.17s
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 933 (7.775 min): BF128581.D\data.ms (-88
107.1 200000
Sub
50 100000
77.1
39.1
G"‘w‘i\‘”\m\‘in\;‘n”‘“‘i‘““m“\}\l”‘\‘”“HH‘HH‘HH‘HH 'H‘HH‘HH’HH
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.70 7.75 7.80
Abundance Scan 950 (7.875 min): BF128480.D\data.ms (-94 #28
63.0 93.0 bis(2-Chloroethoxy)methane
’ Concen: 48.513 ng
RT: 7.875 min Scan# 950
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
‘ 123.0 Acq: 29 May 2022 20:00
LT bttt b e e o 2971
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion: 93 Resp: 361862
Abundance  Scan 950 (7.875 min): BF128581.D\data.ms Ion Ratio Lower Upper
93.0 93 100
63.0 95 32.7 26.8 40.2
123 12.0 9.2 13.8
Raw 50
Abundance
400000 7.875
123.0
oL LT mo
miz--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 950 (7.875 min): BF128581.D\data.ms (-89
63.0 930 200000
Sub 50
100000
‘ 123.0
0 ‘?Qﬂgw‘ﬂ"“M“”‘wk“mb‘ww““%?%7?“H\““ S
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.85  7.90

BF128581.D 8270-BF052622.M Tue May 31 14:14:32 2022

Page 17



Abundance Scan 967 (7.975 min): BF128480.D\data.ms (-96 #29

162.0 2,4-Dichlorophenol
63.0 Concen: 47.?47 ng
RT: 7.981 min Scan# 9(EidlilElies
Ref 50 98.0 Delta R.T. ©0.006 min |
Lab File: BF128581.D (SlEHISEnIAEI0
70 126.0 Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
O i”‘.‘ \‘M\ i”} T }‘H\ “”\ il \‘H‘ T T \“} \M\ [T |‘\“\ T \]‘_\8§\9| TT %2‘\3\\8\ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt IOHZ%GZ RESpZ 24913 Manualnuegranons
Abundance  Scan 968 (7.981 min): BF128581.D\datams 10N Ratio Lower Upper BRAGINON=0)
16p.0 162 100 Reviewed By :Christian Giraldo  05/31/2022
164 63.5 44.2 84.28 suypervised By :Jagrut Upadhyay — 05/31/2022
63.0 98 36.2 19.6 59.6
Raw 50
98.0 Abundance
7.981
s || 126.0
0 H\‘h“\w‘\‘\i‘l\w ‘”H‘\ H\‘\‘H‘\M \“\‘\H\“\“H\‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 220 200000
Abundance Scan 968 (7.981 min): BF128581.D\data.ms (-91
162.0
63.0
Sub 100000
50
98.0
SAcT0 O
NI I PR PR N — g
m/z--> 40 60 80 100 120 140 160 180 200220 Time--> 7.90 8.00

Abundance Scan 982 (8.063 min): BF128480.D\data.ms (-97 #30
180.0 1,2,4-Trichlorobenzene
Concen: 49.661 ng
RT: 8.063 min Scan# 982

Ref 50 Delta R.T. ©.000 min
740 1000 1450 Lab File: BF128581.D
50.0 Acq: 29 May 2022 20:00
ol 207.0
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:180 Resp: 284855
Abundance  Scan 982 (8.063 min): BF128581.D\datams 100 Ratio Lower Upper
182.0 180 100

182 99.7 79.2 118.8
145 32.2 26.2 39.2

Raw 50
740 1090 145.0 Abundance
8.063
50.1 300000
0,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 982 (8.063 min): BF128581.D\data.ms (-93 200000
182.0
Sub
50 100000
740 1000 145.0
50.0
0' ‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Time-> 8.00 8.05 8.10
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Abundance Scan 996 (8.145 min)

: BF128480.D\data.ms (-98 #31

128.1 Naphthalene
Concen: 49.560 ng
RT: 8.145 min Scan# 9gisiidiipl=lgies
Ref 50 Delta R.T. ©0.000 min |
Lab File: BF128581.D |(®lEIEEIsliEllof
510 50 1021 H Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0\\\‘\\‘\\‘u\\w.“\‘\\\”‘\\\\\‘\\\\\-\ .
m/z--> jo go 86 160 150 1&0 Tgt Ion:}28 Resp: 87181ERIVERNEIRGICEIETTOS
Abundance  Scan 996 (8.145 min): BF128581.D\datams 10" Ratio Lower Upper BRVEON=0)
128.1 128 1600 Reviewed By :Christian Giraldo
129 11.2 9.2 13.8 Supervised By :Jagrut Upadhyay
127 13.1 10.5 15.7
Raw 50
Abundance
1000000 8.145
51.1 751 102.1 ‘
G\\\“ T \“\ T “‘1 T \”1“‘ T \"“\ T \“\ T 800000
m/z--> 40 60 80 100 120 140
A in): -
bundance Scan 996 (8.145 min): BF128581.D\data.ms (-94 600000
128.1
400000
Sub
50
200000
51.0 74-1 102.1
O e e ————
miz--> 40 60 80 100 120 140 Time--> 810 815
Abundance Scan 954 (7.898 min): BF128480.D\data.ms (-93 #32
105.1 Benzoic acid
77.1 Concen: 49.425 ng
RT: 7.892 min Scan# 953
Ref 50 51.0 Delta R.T. -0.006 min
Lab File: BF128581.D
‘ Acq: 29 May 2022 20:00
G TT \‘H‘ \‘ \‘1 T “\h\ \M“ TT \‘\ ‘ \‘\ TT “\ TT \‘].\4\9\'\0‘ TTTT ‘\].\9\3\"0
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:122 Resp: 178778
Abundance  Scan 953 (7.892 min): BF128581.D\datams ~ 10N Ratlo Lower Upper
105.1 122 100
771 105 126.9 107.1 147.1
77 93.4 74.2 114.2
Raw 50
51.0 Abundance
300000
0' ‘\\\‘\‘i‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 953 (7.892 min): BF128581.D\data.ms (-90 200000
105.1
77.0
Sub 50 100000
510 7/892
G\\\““leNH\“U‘\\m‘1‘”\“HH‘HH‘HH‘HH‘ T
miz--> 40 60 80 100 120 140 160 180 Time--> 7.80 7.90

BF128581.D 8270-BF052622.M
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Abundance Scan 1005 (8.198 min): BF128480.D\data.ms (-9 #33

127.0 4-Chloroaniline
Concen: 23.444 ng
RT: 8.198 min Scan# 1{gidtipgl=lgies
Ref 50 Delta R.T. ©0.000 min \A_
65.1 620 Lab File: BF128581.D [GUEHISEINIIEIE
390 ‘ Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0 TT \““‘\‘\hl T “‘H‘\ \H\ ‘ T \“\ \‘l”\ TTT ‘ T 1 TT ‘ TTTT ‘ T \.\ T ‘ TTTT ‘ TTT .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.27 Resp: 164208V EQITEL Integratlons
Abundance Scan 1005 (8.198 min): BF128581.D\datams 10N Ratio Lower Upper BRVEOMN=0)
127.0 127 166 Reviewed By :Christian Giraldo  05/31/2022
129 31.8 26.4 39.6 supervised By :Jagrut Upadhyay — 05/31/2022
65 35.6 26.4 39.6
Raw 50 92 21.8 16.0 24.8
65.1 Abundance
92.1 8.198
L350 Ll 189 2039
- T \ \ ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT
miz--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 1005 (8.198 min): BF128581.D\data.ms (-9
127.0
Sub 50000
50
65.0
92.1
0 B0 o Ll 1669 2019
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.15 8.20 8.25 8.30

Abundance Scan 1016 (8.263 min): BF128480.D\data.ms (-1 #34

224.9 Hexachlorobutadiene
Concen: 54.707 ng
RT: 8.263 min Scan# 1016
Ref 50 118.0 189.9 Delta R.T. ©0.000 min
' 259.9 Lab File: BF128581.D
470 830 ﬂ529 ‘ Acq: 29 May 2022 20:00
oL L, ‘H‘ . “ ‘H\“\\ h \‘\ - ‘H\ — w‘\‘ , ‘H“\ — “““
miz--> 50 100 150 200 250 Tgt IOI’IZ?ZS Resp: 198131
Abundance Scan 1016 (8.263 min): BF128581.D\data.ms Ion Ratio Lower Upper
224.9 225 100
223 62.4 51.0 76.6
227 65.0 51.1 76.7
R s 183.9 Abundance
118.0 u
259.9 8963
47.0 830 529 H
oLt M H\‘H‘d ! L L. ‘w = HL‘ Ll 200000
miz--> 100 150 200 250
Abundance Scan 1016 (8.263 min): BF128581.D\data.ms (-9 150000
224.9
100000
Sub
50 189.9
118.0 259.9 50000
470 830 549 H
G‘\‘n‘\““u\‘d“ \‘\‘\‘ “““H‘\‘ M e L M
miz--> 100 15 200 250 Time--> 8.25  8.30

BF128581.D 8270-BF052622.M
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Abundance Scan 1069 (8.575 min): BF128480.D\data.ms (-1 #35

53.0 Caprolactam

Concen: 44.719 ng m
RT: 8.563 min Scan# 1{gidtipl=lgies

Ref 50 g1 1131 Delta R.T. -0.012 min [VAW
Lab File: BF128581.D |(®lEIEEIsliEllof

Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
Al L,

0 T TTTT TT \ T TTTT TTTT TTTT TTTT TT \ T .
m/z--> Gb 8b 160 12‘0 11‘10 1é0 1é0 260 Tgt Ion:113 Resp: 7302 BV EQIVEL Integratlons
Abundance Scan 1067 (8.563 min): BF128581.D\datams 10N Ratio Lower Upper BRAULEHCNI=E,
55.0 113 1lee Reviewed By :Christian Giraldo  05/31/2022

55 199.4 188.5 228.5
56 156.1 130.6 170.6

Supervised By :Jagrut Upadhyay 05/31/2022

Raw g g5 1131
Abundance
0 ‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 60000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1067 (8.563 min): BF128581.D\data.ms (-1
55.0 40000  8.863
Sub
50 85.0 1131 20000
0 S N — o=
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 850  8.60

Abundance Scan 1085 (8.669 min): BF128480.D\data.ms (-1 #36

107.1 4-Chloro-3-methylphenol
1421 Concen: 47.708 ng
77.0 RT: 8.675 min Scan# 1086
Ref 50 Delta R.T. ©.006 min
51.1 Lab File: BF128581.D
‘ Acq: 29 May 2022 20:00
0""“H“““W“““‘“““““"w““““" . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion:167 Resp: 259535
Abundance Scan 1086 (8.675 min): BF128581.D\data.ms Ion Ratio Lower Upper
107.1 107 100
1421 144 25.5 19.5 29.3
771 142 71.9 58.2 87.4
Raw 50
Abundance
511 8.675
0”1728
miz--> 40 60 80 100 120 140 160 200000
Abundance Scan 1086 (8.675 min): BF128581.D\data.ms (-1
107.1
142.1
Sub 77.0 100000
50
51.0
ol deall W 1728 e ——
miz--> 40 60 80 100 120 140 160 Time—>  8.60  8.70
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Abundance Scan 1114 (8.839 min): BF128480.D\data.ms (-1 #37

1421 2-Methylnaphthalene
Concen: 48.403 ng
RT: 8.834 min Scan# 1lgfSidtipl=lgiss
Ref 50 115.1 Delta R.T. -0.006 min VA
Lab File: BF128581.D |(®lEIEEIsliEllof
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
391 P30 891 Il
0\\\\\‘\\‘\\”\”\\\\\\\\\\\\\\\\\ .
Miz-> 4‘0 6‘0 85 160 12‘0 1)10 " Tgt Ton:142 Resp: 53744 Manual Integrations
Abundance Scan 1113 (8.834 min): BF128581.D\datams 10" Ratio Lower Upper BV OMN=0)
14p.1 142 100 Reviewed By :Christian Giraldo  05/31/2022
141 88.2 71.0 106.4 Supervised By :Jagrut Upadhyay 05/31/2022
Raw 50
1151 Abundance
600000 8.834
391 630 890 Il
G\\\‘\\H\\“‘\‘\“\H\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140
Abundance Scan 1113 (8.834 min): BF128581.D\data.ms (-1 400000
142.1
Sub 200000
50 115.1
63.0 89.0
39.0
ol e
m/z--> 40 60 80 100 120 140 Time--> 8.80 8.85

Abundance Scan 1131 (8.939 min): BF128480.D\data.ms (-1 #38

14p.1 1-Methylnaphthalene

Concen: 47.191 ng

RT: 8.934 min Scan# 1130
Ref 50 115.1 Delta R.T. -0.006 min

Lab File: BF128581.D

Acq: 29 May 2022 20:00
39.0 63.0 g9.1 q y

G\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:142 Resp: 509630
Abundance Scan 1130 (8.934 min): BF128581.D\data.ms Ion Ratio Lower Upper
14p.1 142 100
141 91.7 74.2 111.4
Raw 50 115.1
Abundance
8.934
0 \\Sa \]-\“\\G‘ﬁ‘i\“\ ‘8\%\]\-‘ TT \ \ ’ T \ T \“‘\ TTT ‘ TTTT ‘ T \\2\0‘()\\9\
m/z--> 40 60 80 100 120 140 160 180 200
. 400000
Abundance Scan 1130 (8.934 min): BF128581.D\data.ms (-1
142.1
Sub 200000
50 115.1
63.1 89 1
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.90 8.95
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Abundance Scan 1291 (9.881 min): BF128480.D\data.ms (-1 #39
1

4.2 Acenaphthene-die
Concen: 20.000 ng
RT: 9.881 min Scan#t 1lSagilnlclies
Ref 50 Delta R.T. -0.000 min |
Lab File: BF128581.D [(GICHIEEIel(EI(6H
80.1 Acq: 29 May 2022 20:00 EUEEESEIUREVVERIVISTD)
0 ‘54\.'0 | H\H‘ 106'1 13%1 1L .
g 40 60 80 100 120 140 160 180 200 Tgt Ion:164 Resp: 186438MVELIEINERIETE
Abundance Scan 1291 (9.881 min): BF128581.D\datams 10" Ratio Lower Upper BN OMN=0)
164.2 164 100 Reviewed By :Christian Giraldo  05/31/2022
162 98.9 79.5 119.3 Supervised By :Jagrut Upadhyay 05/31/2022
160 43.9 34.2 51.4
Raw 50
Abundance
80.1 9.881
0 51\1\.1 Lol 108.1 13%1 \‘\ 200000
H\“H\\‘HH“‘\\”Hi\‘i\\‘u\i‘\u\ T T T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1291 (9.881 min): BF128581.D\data.ms (-1 150000
162.2
100000
Sub
50
50000
80.0
P . o | Ot
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.85 9.90

Abundance Scan 1142 (9.004 min): BF128480.D\data.ms (-1 #40

215.9 1,2,4,5-Tetrachlorobenzene
Concen: 53.231 ng
RT: 8.998 min Scan# 1141
Ref 50 Delta R.T. -0.006 min
1790 Lab File: BF128581.D
k70 74.0 108.0 1430 "'} Acq: 29 May 2022 20:00
[ “\- ”‘” ft \“M \‘“i ”‘ ‘Hl‘ H— \‘“h‘ T ‘H“ T T ‘2\6\9\6
m/z--> 50 100 150 200 250 Tgt IOﬂZ?lG Resp: 272522
Abundance Scan 1141 (8.998 min): BF128581.D\datams 10N Ratlo Lower Upper
215.9 216 100
214 78.8 63.6 95.4
179 21.7 17.0 25.6
Raw 50 108 20.1 16.0 24.0
Abundance
74.0 108.0 143.0 179.0 300000 8.998
0737'1 273.
miz--> 50 100 150 200 250
Abundance Scan 1141 (8.998 min): BF128581.D\data.ms (-1 200000
215.9
Sub 100000
50
74.0 108.0 143.0 179.0
037'0 273.¢
- \\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 Time--> 8.95 9.00 9.05
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Abundance Scan 1140 (8.992 min): BF128480.D\data.ms (-1 #41
236.9 Hexachlorocyclopentadiene

Concen: 50.452 ng

RT: 8.986 min Scan# 1llgfidtipgl=lgiss
Delta R.T. -0.006 min

Lab File: BF128581.D |(®lEIEEIsliEllof
Acq: 29 May 2022 20:00 HUSERSSIKENUENTES)

Ref 50

0! )
mfze> 50 100 150 200 250 Tgt Ion:237 Resp: 1451988VERNEIRGICEHIETO
Abundance Scan 1139 (8.986 min): BF128581.D\datams 10N Ratio Lower Upper BRAGLON=0)

236.9 237 100 Reviewed By :Christian Giraldo  05/31/2022

235 61.3 43.2 83.2
272 12.0 0.0 31.9

Supervised By :Jagrut Upadhyay 05/31/2022

Raw 50

Abundance

95.0 130.0 150000 8.986

60.0 166.9 202. 271.8

0,
miz--> 50 100 150 200 250
Abundance Scan 1139 (8.986 min): BF128581.D\data.ms (-1 100000

Sub 50000

miz--> 50 100 150 200 250 Time--> 8.95 9.00

Abundance Scan 1426 (10.675 min): BF128480.D\data.ms (- #42

329.€ 2,4,6-Tribromophenol
Concen: 106.747 ng

RT: 10.669 min Scan# 1425
Delta R.T. -0.006 min

Lab File: BF128581.D

Acq: 29 May 2022 20:00

Ref 50

ol .
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 189431

Abundance Scan 1425 (10.669 min): BF128581.D\data.ms 10N Ratio Lower Upper
3206 330 160

332 97.7 76.8 115.2

62.0 141  35.9 28.0 42.0
Raw gg
141.0 Abundance
221.9 10.569
200000
0 1 \1\8‘ T UHH\ T “l“‘ LI B
miz--> 50 100 150 200 250 300
Abundance Scan 1425 (10.669 min): BF128581.D\data.ms (- 20000
320.€
620 100000
Sub '
50
141.0 50000
221.9
0! 1 \1\8‘ T UHH\ \“l“‘\ L 07\ L B
miz--> 50 100 150 200 250 300  Time-> 10.60 10.70
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Abundance Scan 1160 (9.110 min): BF128480.D\data.ms (-1 #43

196.0 2,4,6-Trichlorophenol
Concen: 48.413 ng
97.0 RT: 9.116 min Scan# 1]EIEN(EIss
Ref 50 132.0 Delta R.T. ©.006 min _
62.0 Lab File: BF128581.D |QUCIEEIEEIE
H ‘ ‘ 162.0 ‘ Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
O‘JHM\MNWWMMM uJM““w N S
m/z--> 50 100 150 200 o5 Tgt Ion::}96 Resp: 18277 FVEQIENIgIETolE=1ile] gk
Abundance Scan 1161 (9.116 min): BF128581.D\datams 10N Ratio Lower Upper BRGINON=0)
196.0 196 100 Reviewed By :Christian Giraldo  05/31/2022
198 96.5 74.@0 111.08 supervised By :Jagrut Upadhyay —05/31/2022
200 30.0 24.1 36.1
Raw 97.0
50 132.0
Abundance
62.0 9/116
nm \‘ N ‘ 253
0l ‘\i\ Hh‘\“h iy ‘Hi R— H‘ ‘ “\H‘ : “H“\ ——r 150000
m/z--> 50 100 150 200 250
Abundance Scan 1161 (9.116 min): BF128581.D\data.ms (-1
196.0 100000
Sub 97.0
50 132.0 50000
62.0
L] ‘ 162.0 ‘
oL ‘hi‘ J‘“w“‘wm h N ‘ !M A 249.9 O
miz--> 50 100 150 200 250 Time-> 9.05 910 9.15

Abundance Scan 1167 (9.151 min): BF128480.D\data.ms (-1 #44
196.0  2,4,5-Trichlorophenol

Concen: 48.728 ng
RT: 9.151 min Scan# 1167
Ref 50 97.0 Delta R.T. ©0.000 min
Lab File: BF128581.D
Acq: 29 May 2022 20:00

0,
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:196 Resp: 189556

Abundance Scan 1167 (9.151 min): BF128581 D\datams 10N Ratio Lower Upper
196.0 196 100

198 95.4 75.7 113.5

97.0 97 58.6 36.4 54.6#
Raw 50 132 29.7 20.7 31.1
Abundance
9.151
0 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1167 (9.151 min): BF128581.D\data.ms (-1
195.0 100000
Sub
50000
- \‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 Time->  9.10 9.15 9.20 9.25
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Abundance Scan 1176 (9.204 min): BF128480.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 75.612 ng
RT: 9.198 min Scan# 1lgiEgilglgles
Ref 50 Delta R.T. -0.006 min |
Lab File: BF128581.D (SlEHISEnIAEI0
Acd: 29 May 2022 20:00 [mUCERSISI0ONEoo[o[eEoNtVic]s;
Ol \" \5\1“-\.\0“‘\ t \”‘}8‘5\“"\(\)‘\”‘ \‘\]\.\2?\.“-}\‘ \1‘41?“\“]\.“ ! ‘\ RRRRRRE T q y .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.72 Resp: 86769 \ERIEL Integratlons
Abundance Scan 1175 (9.198 min): BF128581.D\datams 10N Ratio Lower Upper BRGNON=0)
172.1 172 100 Reviewed By :Christian Giraldo  05/31/2022
171 35.0  28.8 43.28 supervised By :Jagrut Upadhyay — 05/31/2022
170 23.5 19.8 29.8
Raw 50
Abundance
9.198
85.0 146.1
Ol \"5\9‘\.]\-“‘\ el T \h‘\ \‘\”‘ \‘\]\.\Ziow'”-:l.\‘\ T i‘\“\“ \“ s ‘\ T ‘]‘_9"5‘.‘9‘ T 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1175 (9.198 min): BF128581.D\data.ms (-1 600000
172.1
400000
Sub
50
200000
51.0 85.0 120.1 146.1
Ol it Pk N L1978 O
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.15 9.20 9.25

Abundance Scan 1193 (9.304 min): BF128480.D\data.ms (-1 #46

154.1 1,1'-Biphenyl
Concen: 51.106 ng
RT: 9.304 min Scan# 1193
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
Acq: 29 May 2022 20:00
0:‘39\1}“ “h‘u‘\‘ y ‘\1:‘[\5"]\]‘ \ ‘H‘ 2
m/z--> 50 100 150 200 250 T8t Ion::.L54 Resp: 669044
Abundance Scan 1193 (9.304 min): BF128581.D\data.ms Ion Ratio Lower Upper
154.1 154 100
153 40.1 20.6 60.6
76 10.3 0.0 33.3
Raw 50
Abundance
261 9.304
ol0N L MY 1o 2490 o000
miz--> 50 100 150 200 250
Abundance Scan 1193 (9.304 min): BF128581.D\data.ms (-1
1541 400000
Sub
50 200000
o320 17 151 1 1078 aan
miz--> 50 100 150 200 250 Time--> 9.25 9.30 9.35
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Abundance Scan 1197 (9.328 min): BF128480.D\data.ms (-1 #47

162.1 2-Chloronaphthalene
Concen: 49.751 ng
RT: 9.328 min Scan#t 1Sl
Ref 50 127.1 Delta R.T. ©0.000 min \
Lab File: BF128581.D [(GICHIEEIel(EI(6H
Acd: 29 May 2022 20:00 P035-SS001-0006-01MSD
63.0 q: y :
0 39'0 Il ‘\‘ T 19‘\1'1 i ‘\ .
Miz-> “AB"ég"gd‘iéb”iéb”iﬁb”iéb”iéb”ééb Tgt Ion:162 Resp: 51127 VERIVEIRIIE[E Tl
Abundance Scan 1197 (9.328 min): BF128581.D\datams 10" Ratio Lower Upper BRNE oM =0)
162.1 162 100 Reviewed By :Christian Giraldo
127 42.1  34.5 51.78 supervised By :Jagrut Upadhyay
164 33.0 26.5 39.7
Raw 50 127.1
Abundance
9.328
500 75.1 101.1 ‘ 500000
GH\“HH\\““\i\H\‘“‘\”H\”i‘\H\‘H\\‘HH“\‘\H‘HH‘\
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1197 (9.328 min): BF128581.D\data.ms (-1
162.1 300000
Sub 200000
50 127.1
100000
500 751 1011 ‘ |
O bl ettt b e e e e A AR
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.25 9.30 9.35 9.40

Abundance Scan 1213 (9.422 min): BF128480.D\data.ms (-1 #48

63.1 138.1 2-Nitroaniline
Concen: 63.845 ng
RT: 9.422 min Scan# 1213
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
‘ ‘ ‘ 108.1 Acq: 29 May 2022 20:00
ol L) . ! o 18
m/z--> 50 100 150 200 250 T8t Ion:_65 Resp: 182448
Abundance Scan 1213 (9.422 min): BF128581.D\data.ms Ion Ratio Lower Upper
65.1 138.1 65 100
92 65.1 51.9 77.9
138 93.9 76.4 114.6
Raw 50
Abundance
‘ ‘ ‘ 108.1 200000 9.422
03‘7\‘;\}”‘\ ‘\\h“mm“ ‘\‘\’ “‘ ‘h , \‘ T ‘2‘47‘-1
miz--> 50 100 150 200 250 150000
Abundance Scan 1213 (9.422 min): BF128581.D\data.ms (-1
65.0 138.1
100000
Sub 50
50000
108.1
oF 12 H\‘ L ‘ I S~ £ 0;_@ e
miz--> 50 100 150 200 250 Time--> 9.40  9.50
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Abundance Scan 1268 (9.745 min): BF128480.D\data.ms (-1 #49

152.1 Acenaphthylene
Concen: 51.088 ng
RT: 9.739 min Scan# 1lgSEgilalgles
Ref 50 Delta R.T. -0.006 min |
Lab File: BF128581.D (GUEINEEIEIR
Acd: 29 May 2022 20:00 P035-SS001-0006-01MSD
76.0 a: y :
oL 511,717 091 1261 | .

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.SZ Resp: 80653 Manual Integrations
Abundance Scan 1267 (9.739 min): BF128581.D\datams 10" Ratio Lower Upper BRNEOMNZ0)

15p.1 152 1e0 Reviewed By :Christian Giraldo  05/31/2022
151 20.3 16.2 24.4 Supervised By :Jagrut Upadhyay 05/31/2022
153 13.5 10.7 16.1
Raw 50
Abundance
800000 9.139
oL 511,790 990 1261 |

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 1267 (9.739 min): BF128581.D\data.ms (-1

152.1
400000
Sub
50 200000
G 5()”-0 \‘ 73.0\\ 9%.0 12\\61 \H‘ 0

e S e T

miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.70  9.80

Abundance Scan 1245 (9.610 min): BF128480.D\data.ms (-1 #50

163.1 Dimethylphthalate
Concen: 51.511 ng
RT: 9.604 min Scan# 1244
Ref 50 Delta R.T. -0.006 min
771 Lab File: BF128581.D
' Acq: 29 May 2022 20:00
ol 510 1040 1330 | 1041
\\\‘\\‘\\‘\H\”‘HH‘\‘\Hiuu‘uu‘uu‘uu‘\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:163 Resp: 622952
Abundance Scan 1244 (9.604 min): BF128581.D\datams 10N Ratlo Lower Upper
168.1 163 100
194 3.9 3.2 4.8
164 9.8 8.2 12.2
Raw 50
Abundance
77.1 9.604
50‘-1 | 1040 1330 | 1941
0\\\‘\\‘\\“\‘\\h\u‘\\\\‘1‘\\\i\\\“\‘\\\\‘\\\\‘\\\‘\‘\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1244 (9.604 min): BF128581.D\data.ms (-1
163.1 400000
Sub
50 200000
77.1
o 50.1 | ‘10‘4.0 13%.0 ‘ 19‘4,1 0
www‘ww‘ww‘1u“w“uu‘w‘wuiuu‘uu‘uu‘uu‘w LI L I B N B B
m/z-—-> 40 60 80 100 120 140 160 180 200 Time--> 9.55 9.60 9.65
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Abundance Scan 1255 (9.669 min): BF128480.D\data.ms (-1 #51

165.1 2,6-Dinitrotoluene
Concen: 58.389 ng
89.0 RT: 9.663 min Scan# 1lEHANlEIss
Ref 50 63.0 Delta R.T. -0.006 min A_|
Lab File: BF128581.D (GUEINEEIEIR
301 ‘ 121.0 P P LY ] 025 SS001-0006-01MSD
0\\\‘\\h‘\‘\h\\\“‘\h\\\‘1”‘1\\‘”‘\\\\‘\!\\‘\‘\\\‘\\\\‘.\\\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion::}65 Resp: 12941 BEVERNEIRGIEI g
Abundance Scan 1254 (9.663 min): BF128581.D\datams 10N Ratio Lower Upper BRGNON=0)
165.1 165 100 Reviewed By :Christian Giraldo  05/31/2022
63 65.1 44.9 67.38 supervised By :Jagrut Upadhyay — 05/31/2022
630 gg4 89 59.4 43.6 65.4
Raw 50
Abundance
39.1 121.0 9.663
150000
0,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1254 (9.663 min): BF128581.D\data.ms (-1 100000
165.1
<ub 630 891
ub o, 50000
39.1 121.0
miz--> 40 60 80 100 120 140 160 180 200 Time.> 960 965 970

Abundance Scan 1297 (9.916 min): BF128480.D\data.ms (-1 #52

158.1 Acenaphthene
Concen: 51.333 ng
RT: 9.916 min Scan# 1297
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
76.0 Acq: 29 May 2022 20:00
oL 310y | 10211261 | g4
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘ . .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:154 Resp: 5060006
Abundance Scan 1297 (9.916 min): BF128581.D\data.ms Ion Ratio Lower Upper
158.1 154 100
153 111.4 89.6 134.4
152 53.9 42.4 63.6
Raw 50
Abundance
76.0 9.916
oL 311, | 980 1261 [} g4
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180
. 400000
Abundance Scan 1297 (9.916 min): BF128581.D\data.ms (-1
158.1
Sub 200000
50
oL 510, | 10211261 | e
e e e e e e e e R e
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.80 9.90 10.00
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Abundance Scan 1283 (9.833 min): BF128480.D\data.ms (-1 #53
63.0 920 3-Nitroaniline
' 138.1 Concen: 42.363 ng
’ RT: 9.833 min Scan# 1JQSNERI
Ref 50 Delta R.T. ©0.000 min |
39.1 Lab File: BF128581.D (SUEERISE oM
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0 H”\“HM\ \1\\‘\\\\‘\\\\16\6\.\0\ \\\\20\\6.\9\
m/z--> 40 60 8‘0 160 150 1[‘10 1(‘50 1é0 260 Tgt Ion:138 Resp: 10843 Manual Integrations
Abundance Scan 1283 (9.833 min): BF128581 Didatams ~ 10N Ratio Lower Upper BRELULIENIZS
631 g5 138 100 Reviewed By :Christian Giraldo
138.1 108 11.7 1.9 16.38 supervised By :Jagrut Upadhyay
’ 92 123.4 98.2 147.2
Raw 50
Abundance
39.1
0! \\H\‘l\\”\‘\1\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\ 94433
m/z--> 40 60 80 100 120 140 160 180 200
- 100000
Abundance Scan 1283 (9.833 min): BF128581.D\data.ms (-1
650 920
138.1
Sub 50000
50
39.0
0! H‘\“H‘U\‘HH‘\\H“HH‘HH‘HH‘HH 7‘\\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.75 9.80 9.85 9.90
Abundance Scan 1300 (9.933 min): BF128480.D\data.ms (-1 #54
63.0 184.0 2,4-Dinitrophenol
’ Concen: 57.734 ng
91.0 RT: 9.933 min Scan# 1300
Ref 50 Delta R.T. ©.000 min
154.0 Lab File: BF128581.D
38.1 ‘ Acq: 29 May 2022 20:00
0! ‘1‘ \“\‘} T \‘\“i T M}%%-\o\ \“ T \‘ T “\ T %C\)\?\(\:
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:184 Resp: 62571
Abundance Scan 1300 (9.933 min): BF128581.D\datams 10" Ratio Lower Upper
184.0 184 100
63.1 154.0 63 77.8 64.5 96.7
154 72.0 50.6 75.8
Abundance
38.1 500000
Y |
0! w‘\“w“‘\\‘\‘}‘\‘lHi\\\\“\\‘\‘\‘\\‘u‘ T
miz--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1300 (9.933 min): BF128581.D\data.ms (-1
184.0 300000
154.0
53.0 200000
sub o 91.0
100000 .933
0 Aot 220:0 I =
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 9.90 9.95 10.00
BF128581.D 8270-BF052622.M Tue May 31 14:14:41 2022
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Abundance Scan 1327 (10.092 min): BF128480.D\data.ms (- #55

168.1  Dpibenzofuran
Concen: 48.790 ng
RT: 10.086 min Scan#t 1lgigiipl=gles
Ref 50 1390 Delta R.T. -0.006 min VA
Lab File: BF128581.D |(®lEIEEIsliEllof
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
39.0 63"0 84‘—0 11?1 ‘

0\\\\\\\‘\\‘\‘\ ‘\‘\\\\\\\\\\\\\\\\\ .
miz--> 4‘0 6‘0 8‘0 160 150 14‘10 1é0 ‘ Tgt Ion:168 Resp: 70510 Manual Integrations
Abundance Scan 1326 (10.086 min): BF128581.D\datams 10N Ratio Lower Upper BVE oM =0)

168.1 168 1600 Reviewed By :Christian Giraldo  05/31/2022
139 42.0 30.6 46.0 Supervised By :Jagrut Upadhyay 05/31/2022
169 14.4 11.0 16.6
Raw 50 130.1
' Abundance
800000 10.p86
39.1 6?70 84.1 11‘31 ‘ ‘

G\\\‘\\\\“\\‘\H\‘\‘H\‘\\‘\\\\’\\\\‘\\\\‘\ \\‘
m/z--> 40 60 80 100 120 140 160 600000
Abundance Scan 1326 (10.086 min): BF128581.D\data.ms (-

168.1
400000
Sub 50
1391 200000
390 63.0 84.0 113.1 ‘

0L e e e e 01 ———
m/z--> 40 60 80 100 120 140 160 Time--> 10.10
Abundance Scan 1309 (9.986 min): BF128480.D\data.ms (-1 #56

63.1 139.0 4-Nitrophenol
109.1 Concen: 107.329 ng
39.0 RT: 9.992 min Scan# 1310
Ref 50 Delta R.T. ©.006 min
Lab File: BF128581.D
‘ ‘ Acq: 29 May 2022 20:00

0' \\\‘\\\\‘\‘\‘\\‘\\\\}\\\]-\6‘2\\4\\‘\]\.9\6‘\0\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:139 Resp: 222928
Abundance Scan 1310 (9.992 min): BF128581.D\data.ms 190 Ratio Lower Upper

65 1 139 100
109.0 1391 109 94.9 50.7 90.7#
39.1 65 125.3 74.5 114.5#
Raw 50
Abundance

0! \\“\“\\1“\‘\\‘\\“\\\\}\\\\‘\\\]\-‘8\4\.\0\‘\\\\ 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1310 (9.992 min): BF128581.D\data.ms (-1 0.992

o .
63.0 200000
109.0 139.1
39.0
Sub
50 100000
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 10.00
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Abundance Scan 1323 (10.069 min): BF128480.D\data.ms (- #57

165.1 2,4-Dinitrotoluene
89.1 Concen: 63.812 ng
63.0 RT: 10.063 min Scan#t 1lgigiil=gles
Ref 50 : Delta R.T. -0.006 min |
390 1190 Lab File: BF128581.D [(GICHIEEIel(EI(6H
‘ Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
[o ‘\“H\‘ ‘”h‘ ‘H;H\i ‘H‘h M ‘\‘ : “‘ S ‘ e ‘ ‘H - ‘r]"‘g‘z‘ ‘9‘ — ]
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:165 Resp: 16920V EQITEL Integratlons
Abundance Scan 1322 (10.063 min): BF128581 D\datams 10N Ratio Lower Upper SREULASCHIE
89.1 166.1 165 100 Reviewed By :Christian Giraldo  05/31/2022
63 54.0 39.8 59.68 supervised By :Jagrut Upadhyay —05/31/2022
63.0 89 81.9 60.2 90.2
Raw 5g ' 182 2.4 2.2 3.2
Abundance
. 119.1 10.063
0 150000 W
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1322 (10.063 min): BF128581.D\data.ms (-
89.1 165.1 100000
Sub 63.0
50 50000
39. 1 119.1
0 H\}H“‘H‘“HH““H‘HH‘HH T
miz--> 40 60 80 100 120 140 160 180 200  Time-> 10.00 10.10

Abundance Scan 1385 (10.433 min): BF128480.D\data.ms (- #58

166.1 Fluorene

Concen: 51.995 ng

RT: 10.428 min Scan# 1384
Delta R.T. -0.006 min

Lab File: BF128581.D

Acq: 29 May 2022 20:00

Ref 50

510 824 11511391

O,
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:166 Resp: 546962
Abundance Scan 1384 (10.428 min): BF128581.D\datams 10N Ratlo Lower Upper
166.1 166 100
165 97.4 78.1 117.1
167 13.5 10.5 15.7
Raw 50
204.1 Abundance
141.1 600000 10.428
51.1 77.1 115.1
0,
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1384 (10.428 min): BF128581.D\data.ms (- 400000
16p.1
Sub
50 200000
204.1
141.1
51.1 77.0 115.1
0' \\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.35 10.40 10.45
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Abundance Scan 1346 (10.204 min): BF128480.D\data.ms (- #59

231.9  2,3,4,6-Tetrachlorophenol
Concen: 49.347 ng
RT: 10.204 min Scan#t 1lgigill=gles
Ref 50 131.0 Delta R.T. ©.000 min VA
165.9 Lab File: BF128581.D (SUEERISE oM
61.0 96.0 “ 195.9 Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0\H‘\”\‘\}“\h\w\‘WHH‘!M“\M‘\}‘\\H‘\\\\‘HH\\‘\\\H“”\\H‘\\H!‘H .
miz--> 40 60 80 100 120 140 160 180 200 220 240 Tgt IOHZ?32 Resp: 15556 hAanuaIHuegranons
Abundance Scan 1346 (10.204 min): BF128581.D\datams 10" Ratio Lower Upper BRVE oM =0)
2319 232 1600 Reviewed By :Christian Giraldo  05/31/2022
131 47.3 36.1 54.18 supervised By :Jagrut Upadhyay — 05/31/2022
130 2.4 1.8 2.8
Raw 50 131.0 166 30.4 24.2  36.2
165.9 Abundance
61.0 96.0 ‘ ‘ 193.9 10.R04
m/z--> 40 60 80 100120140 160 180200220240
Abundance Scan 1346 (10.204 min): BF128581.D\data.ms (-
2319 100000
Sub
50 131.0 50000
165.9
61.0 96.0 H 193.9
ok uww}“‘w,‘!H‘h‘_“w‘mw ‘H‘H”HWH“HWW |- e —=—m=
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time-> 10.15 10.20 10.25

Abundance Scan 1364 (10.310 min): BF128480.D\data.ms (- #60

149.1 Diethylphthalate

Concen: 52.454 ng

RT: 10.304 min Scan# 1363

Ref 50 Delta R.T. -0.006 min
1771 Lab File: BF128581.D
65.0 105.1 Acq: 29 May 2022 20:00
0\3\\9‘ 9‘\\‘\‘\\!“\\\‘\‘”\\\‘\\\\‘\\‘\\‘\\\1“\\\\‘\\?\2‘2\.\]\-\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:149 Resp: 616218
Abundance Scan 1363 (10.304 min): BF128581.D\data.ms Ion Ratio Lower Upper
149.1 149 100

177 21.3 17.3 25.9
150 12.7 10.2 15.2

Raw 50
Abundance
177.1 10.804
390 651 105.1 ‘
0\\\‘\\“\\‘\‘\\!“\\\‘\‘U\\\‘\\\\‘\\‘\\‘\\\1“\\\\‘\\?\2‘2\.\]\-\‘ 600000
m/z--> 40 60 80 100120 140 160 180 200 220
Abundance Scan 1363 (10.304 min): BF128581.D\data.ms (-
149.1 400000
Sub
50 200000
177.1
76.0 105.1
oo L L e A
miz--> 40 60 80 100 120 140 160 180200220  Time--> 10.30
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Abundance Scan 1384 (10.428 min): BF128480.D\data.ms (- #61

4-Chlorophenyl-phenylether
2041 Concen: 51.097 ng
' RT: 10.422 min Scan#t 1lgigill=glies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF128581.D (SlEHISEnIAEI0
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0! e 2\67\
m/z--> 50 100 150 260 Zgo Tgt Ion:ge4 Resp: 26972488VEGIENIgIETolE=1ilo] k]
Abundance Scan 1383 (10.422 min): BF128581.D\datams 10" Ratio Lower Upper BRUEOM=0)
1661 201 204 100 Reviewed By :Christian Giraldo  05/31/2022
' 206 32.7 25.8 38.6l supervised By :Jagrut Upadhyay — 05/31/2022
141 67.9 47.0 70.4
Raw  5p 77.1
Abundance
115.1 10.422
39. 300000
0 \‘““\ T ‘H\ LA
m/z--> 50 100 150 200 250
Abundance in): _
Scan 1383 (10.422 min): BF128581.D\data.ms ( 200000
204.1
166.1
Sub g 77.0 100000
39. 115.1
o ol O
miz--> 50 100 150 200 250  Time--> 10.40

Abundance Scan 1388 (10.451 min): BF128480.D\data.ms (- #62

65.0
1381 4-Nitroaniline
108.1 Concen: 52.692 ng
' RT: 10.445 min Scan# 1387
Ref 50 Delta R.T. -0.006 min
39.0 Lab File: BF128581.D
‘ ‘ Acq: 29 May 2022 20:00
0 \H“"HH!“\N‘H\\‘\“‘H“\‘\‘\‘\‘\\“\H\“\H\‘H'H‘H\\ﬁuw‘uu‘
m/z--> 40 60 80 100 120 140 160 180200220 18t Ion:138 Resp: 129131
Abundance Scan 1387 (10.445 min): BF128581.D\datams 100 Ratio  Lower Upper
65.1 138 100
1l0g1 1381 92 57.2 33.5 73.5
108 94.0 61.0 101.0
Raw 50
Abundance
391 10.445
o ‘\‘\ LL L s
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 100000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1387 (10.445 min): BF128581.D\data.ms (-
63.0
108.1 138.1
50000
Sub
50
39.0
I L £ £ 78 I L —
m/z--> 40 60 80 100 120 140 160 180 200220  Time--> 1040  10.50

BF128581.D 8270-BF052622.M
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Abundance Scan 1411 (10.586 min): BF128480.D\data.ms (- #63

71.0 Azobenzene

Concen: 48.620 ng
RT: 10.581 min Scan#t 14gigiipl=gles
Ref 50 Delta R.T. -0.006 min

510 1051 182.1 Lab File: BF128581.D (@ICIEEIEE
‘ : 152.1 Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0\\W\M\M\““\H\M\\w\H\M\$W\H\M\H‘\H\M\H .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: 77 Resp: 58149 Manualnuegranons

Abundance Scan 1410 (10.581 min): BF128581.D\datams 10N Ratio Lower Upper BRNZZNONZS)
771 77 160 Reviewed By :Christian Giraldo  05/31/2022

182 23.5 5.6 45.6f supervised By :Jagrut Upadhyay — 05/31/2022
105 19.3 1.6 41.6
Raw 50 51 35.9 15.1 55.1
51.1 Abundance
105.1 182.1 10.681
152.1
G\\W\w\M\“M\H\MW“W\M\M\$W\H\N\H‘\H\M\H 600000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1410 (10.581 min): BF128581.D\data.ms (-
77.0 400000
Sub gy 200000
51.1
105.1 182.1
152.0
Gm“umwm“uH_m_m‘m!‘wm‘mwuu_m 0~ T
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.55 10.60 10.65

Abundance Scan 1544 (11.369 min): BF128480.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.369 min Scan# 1544
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
80.1 Acq: 29 May 2022 20:00
0 é%?\Hw N’\%%;lwdwwM‘\ 2???\\\\%19H
miz--> 50 100 150 200 250 300 18t Ion:188 Resp: 355572
Abundance Scan 1544 (11.369 min): BF128581.D\datams 10N Ratio Lower Upper
188.2 188 100
94 7.1 7.0 10.6
80 7.4 7.6 11.44#
Raw 50
Abundance
11.869
05 ?%puwgﬁﬁ\%3?%“w\\ht‘\\\ \%?5@ L | 300000
miz--> 50 100 150 200 250 300
Abundance Scan 1544 (11.369 min): BF128581.D\data.ms (-
188.2 200000
Sub
50 100000
ol % a4ep || 2656 of A
m/z-—-> 50 100 150 200 250 300 Time-> 11.35 11.40
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Abundance Scan 1392 (10.475 min): BF128480.D\data.ms (- #65

198.1 4,6-Dinitro-2-methylphenol

Concen: 29.169 ng

RT: 10.469 min Scan#t 11gEigial=laies

Ref 501 539 1051 Delta R.T. -0.006 min
Lab File: BF128581.D (SlEHISEnIAEI0
‘ 168.1 Acq: 29 May 2022 20:00 EUEEESEIUREVVERIVISTD)
SR S A -~

Mz 40 60 80 100120 140 160 180 200 220240 T8t Ion:}98 Resp: 4392 BMVELDNEIRIIE Ik
Abundance Scan 1391 (10.469 min): BF128581.D\datams 10N Ratio Lower Upper BRAGLLMOMN=0)
198.1 198 100 Reviewed By :Christian Giraldo  05/31/2022

51 63.7 37.6 77.6

Supervised By :Jagrut Upadhyay 05/31/2022

51.1 105 52.6 27.0 67.0
Raw 50
Abundance
0 232.0 100000
m/z--> 40 60 80 100120140 160180200 220240
Abundance Scan 1391 (10.469 min): BF128581.D\data.ms (-
198.1
10.469
51.0 50000
Sub
- \\\\‘\\\\‘\\\\
m/z--> 40 60 80 100120140160 180200220240 Time--> 10.45 10.50

Abundance Scan 1404 (10.545 min): BF128480.D\data.ms (- #66

169.1 n-Nitrosodiphenylamine
Concen: 47.535 ng
RT: 10.539 min Scan# 1403
Ref 50 Delta R.T. -0.006 min
Lab File: BF128581.D
51.0 Acq: 29 May 2022 20:00
836 11511411 2071 q y
ol .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:169 Resp: 586035
Abundance Scan 1403 (10.539 min): BF128581.D\datams 10N Ratlo Lower Upper
160.1 169 100
168 61.8 50.1 75.1
167 34.3 27.9 41.9
Raw 50
Abundance
511 771 600000 10.539
' 115.1 141.1
0,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1403 (10.539 min): BF128581.D\data.ms (- 400000
160.1
Sub
50 200000
51.1
70 1151 1411
0' O T T ‘ T T T T ‘ T T T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 1050  10.60
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Abundance Scan 1467 (10.916 min): BF128480.D\data.ms (- #67

250.0 4-Bromophenyl-phenylether
1411 Concen:  48.127 ng
77.0 RT: 10.910 min Scan# 1{gEigial=laies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF128581.D [(GICHIEEIel(EI(6H
391 Acq: 29 May 2022 20:00 WUEERSEIEVNCEUAIER)
bl aado |y 1720 2200 |
oL \‘\ T \“ iy H = L — B .
miz--> 50 100 150 200 250 Tgt IOI’]Z?48 RESpZ 176860 WY ERIEL Integratlons
Abundance Scan 1466 (10.910 min): BF128581.D\datams 10" Ratio Lower Upper BRUEOMN=0)
141.1 240 248 100 Reviewed By :Christian Giraldo  05/31/2022
250 99.7 80.6 120.8 Supervised By :Jagrut Upadhyay 05/31/2022
7.1 141 87.3 58.9 88.3
Raw 50
Abundance
39. 1‘ ]J 200000 10.510
ol d H‘\mH‘ Az 180 2190 |
m/z--> 100 150 200 250 150000
Abundance Scan 1466 (10.910 min): BF128581.D\data.ms (-
141.0 250.0
100000
77.0
Sub
50 50000
39. 1‘
ol d Lo g i 1qs0 2200 | e
miz--> 50 100 150 200 250 Time-> 10.85 10.90 10.95

Abundance Scan 1477 (10.975 min): BF128480.D\data.ms (- #68

283.9 Hexachlorobenzene
Concen: 49.956 ng
RT: 10.975 min Scan# 1477
Ref 50 1420 Delta R.T. ©.000 min
1070 | 2489 Lab File:  BF128581.D
b6 710 ‘ 17‘69 ‘ m Acq: 29 May 2022 20:00
0\‘.\‘ \\h‘\“\“” h\\“ \‘\‘\\ \‘\\\ T
g 5‘0 100 180 200 250 Tgt Ion:284 Resp: 202666
Abundance Scan 1477 (10.975 min): BF128581.D\datams 10" Ratio Lower Upper
28 9 284 100
142 32.1 29.0 43.4
249 31.9 25.0 37.6
Raw 50
142 0 248.9 Abundance
213.9 250000 10.975
oLy |
0 n \ \h ) M\\; ‘”HJ“ Mw‘ B I— 200000
m/z--> 50 100 150 200 250
Abundance Scan 1477 (10.975 min): BF128581.D\data.ms (-
288.9 150000
100000
Sub
50
. 2489 50000
107.0 ‘ 176.9 /\
71.0 .
03\?\(‘)‘\‘\“\\‘““M}‘\““\\H\‘\‘\“\\\H T O\\\\‘\\\\‘\\\\‘\
m/z-—-> 50 100 150 200 250 Time--> 10.90 10.95 11.00
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Abundance Scan 1494 (11.075 min): BF128480.D\data.ms (- #69

200.1 Atrazine
Concen: 51.170 ng
RT: 11.069 min Scan#t 1{gSagilnl=ale
Ref 50{ 580 Delta R.T. -0.006 min .
Lab File: BF128581.D (SlEHISEnIAEI0
‘ 1381 ‘ Acq: 29 May 2022 20:00 HUSERSSIKENUENTES)
oL \H‘ \‘ il U ‘w‘\ ‘h\ ‘ ‘}“\““ ““ ‘L}‘ “H“ o ‘H“‘ — ‘27‘4‘0‘309
m/z--> 50 100 150 200 250 300 Tgt Ion:200 Resp: 16906 VENIVEIRIGIE eIk
Abundance Scan 1493 (11.069 min): BF128581.D\datams 10N Ratio Lower  Upper BRAULLIENIZE
200.1 200 100 Reviewed By :Christian Giraldo  05/31/2022
173 26.7 6.3  46.3Q Supervised By :Jagrut Upadhyay — 05/31/2022
58.1 215 47.8 28.3 68.3
Raw 50
Abundance
1221158, 1’ 11.p69
oL \“H‘ ‘\w‘m“uH w\\m hh\ ‘ \“M‘ ‘mu} “‘ T ‘H“‘ T
m/z--> 50 100 150 200 250 300 150000
Abundance Scan 1493 (11.069 min): BF128581.D\data.ms (-
200.1 100000
50 50000
96.0 138.1 ‘
ok \H \‘ \HH \Hm ‘\M ‘\ \h‘ﬂu“ ‘n ‘H i \H‘H e e SRS
miz--> 100 150 200 250 300 Time--> 11.00 11.05 11.10

Abundance Scan 1510 (11.169 min): BF128480.D\data.ms (- #70

265.9 Pentachlorophenol

Concen: 97.061 ng

RT: 11.169 min Scan# 1510

Ref 50 164.9 Delta R.T. -0.000 min
Lab File: BF128581.D
95.0 T Acq: 29 May 2022 20:00
0L \‘Q\h‘\ ‘M“wuu‘u‘ \h\ e L “ — U“h‘ : “\‘ - !\ — ‘3‘2‘9
m/z--> 50 100 150 200 250 300 Tgt Ion:266 Resp: 239955
Abundance Scan 1510 (11.169 min): BF128581.D\datams 10N Ratio Lower Upper
265.9 266 100

268 64.4 51.0 76.4
264 64.0 49.4 74.2

Raw 50 164.9
95.0 Abundance
‘ ‘22 9 250000 11169
ol \“‘q\h bl H\”whw \‘h by H“ _ 1“\“ i - !ﬂ SN
miz--> 50 100 150 200 250 300 200000
Abundance Scan 1510 (11.169 min): BF128581.D\data.ms (-
265.9 150000
Sub 0 640 100000
95.0 50000
ol \ﬂ\h‘h Al \‘h ‘H\‘ A ﬂ‘ - ‘ S ot ————r
miz--> 50 100 150 200 250 300  Time-> 1110  11.20
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Abundance Scan 1548 (11.392 min): BF128480.D\data.ms (- #71

178.1 Phenanthrene
Concen: 49.753 ng
RT: 11.392 min Scan# 1{Eigial=ies
Ref 50 Delta R.T. ©.000 min \A_
Lab File: BF128581.D |(®lEIEEIsliEllof
76. Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0:\39\1‘ 7l \”‘ ‘H ‘ \1\26\1\ H‘ \‘M T T T \27\3\'
miz--> 5‘0 100 150 260 25‘0 Tgt IOI’]Z:!.78 Resp: 83802 Manual Integrations
Abundance Scan 1548 (11.392 min): BF128581.D\datams 10N Ratio Lower Upper BRAGLLON=0)
178.1 178 1600 Reviewed By :Christian Giraldo  05/31/2022
176 19.0 16.0 24.0 Supervised By :Jagrut Upadhyay 05/31/2022
179 15.4 12.6 19.0
Raw 50
Abundance
1000000 11.892
504, P90 1261 | | 266.0
G\\‘\\\\“\\\\\\‘\\‘\\\\‘\\\ 800000
m/z--> 50 100 150 200 250
Abundance in): _
Scan 1548 (11.392 min): BF128581.D\data.ms ( 600000
178.1
400000
Sub
50
200000
o300 79 121 | 266.0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\
m/z-> 50 100 150 200 250 Time--> 11.35 11.40

Abundance Scan 1557 (11.445 min): BF128480.D\data.ms (- #72

178.1 Anthracene
Concen: 51.169 ng
RT: 11.445 min Scan# 1557
Ref 50 Delta R.T. ©0.000 min
Lab File: BF128581.D
6.0 Acq: 29 May 2022 20:00
0 \\?’9\1‘” il \“‘\ “‘\ T \1\26\1\ w T \“M LA B ‘2\67\"
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.78 Resp: 860912
Abundance Scan 1557 (11.445 min): BF128581.D\datams 10N Ratlo Lower Upper
178.1 178 100
176 19.1 15.4 23.2
179 15.3 12.6 19.0
Raw 50
Abundance
1000000 11.445
391 "0 1261 | 263.9
0 T T ‘ T T T T ‘ T T \ T T T T T ‘ T T T T ‘ T T 800000
miz--> 50 100 150 200 250
Abundance in): g
Scan 1557 (11.445 min): Bll;13.218581.D\data.ms ( 600000
400000
Sub
50
200000
o800 T8 1261, | 2632 0
T T ‘ T T T T ‘ T T \ T T T T T ‘ T T T T ‘ T T T T ‘ T LI ‘ T LI
m/z--> 50 100 150 200 250 Time--> 11.40 11.50
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Abundance Scan 1583 (11.598 min): BF128480.D\data.ms (- #73

ley.1 Carbazole
Concen: 47.391 ng
RT: 11.598 min Scan#t 1{gSagilnlcaiee
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF128581.D |(®lEIEEIsliEllof
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
83.6 ‘ : :
[ \500\ \”\‘\ 1:!-?\ 1\ U \“\ \1\989 \2:\)’5\72\66\!
N 50 100 150 200 250  Tgt Ion:167 Resp: 76415@MNVERIEINGIELIEUELE
Abundance Scan 1583 (11.598 min); BF128581.D\datams 10N Ratio Lower Upper BRAGLLMON=0)
167.1 167 10 Reviewed By :Christian Giraldo  05/31/2022
166 21.5 17.7 26.5 Supervised By :Jagrut Upadhyay 05/31/2022
139 13.9 11.2 16.8
Raw 50
Abundance
11.598
800000
o500 8381141 | | a5
T \ ‘ \ \ T T ‘ T T T T T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 600000
Abundance Scan 1583 (11.598 min): BF128581.D\data.ms (-
167.1
400000
Sub
50
200000
ol 210 ?3‘6 1151 | “\ 207.2 0|
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250  Time-> 11.50 11.60 11.70

Abundance Scan 1640 (11.933 min): BF128480.D\data.ms (- #74

149.0 Di-n-butylphthalate
Concen: 52.510 ng
RT: 11.933 min Scan# 1640
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
Acq: 29 May 2022 20:00
41.1
oL ‘\‘ ‘”“\‘7\6“.\1\‘ ‘1\1 \“'2\ T t \18\4\9 \22\3\1\ T \2\7§
m/z--> 50 100 150 200 250 Tgt Ion:}49 Resp: 996532
Abundance Scan 1640 (11.933 min): BF128581.D\data.ms Ion Ratio Lower Upper
149.1 149 100
150 9.2 7.5 11.3
104 5.4 4.4 6.6
Raw 50
Abundance
11.833
411
o[ /%t1079 | 18512231 279 1900000
miz--> 50 100 150 200 250
Abundance Scan 1640 (11.933 min): BF128581.D\data.ms (-
149.1
500000
Sub
50
41.1
ol L%t 1132 19022231 278 0 A
T T ‘ T T T T T T T T T T T T T ‘ T T T T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 Time--> 11.90 12.00
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Abundance Scan 1750 (12.580 min): BF128480.D\data.ms (- #75

20p.1 Fluoranthene
Concen: 52.420 ng
RT: 12.580 min Scan#t 11gEigill=gles
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF128581.D |(®lEIEEIsliEllof
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
oL L1 ‘u 1501 | 281,
Miz-> 5‘0 100 1é0 260 25‘0 Tgt Ion:gez Resp: 94398 @MVERNEINGIET eI
Abundance Scan 1750 (12.580 min): BF128581.D\datams 10" Ratio Lower Upper BRVEON=0)
202.1 202 100 Reviewed By :Christian Giraldo  05/31/2022
le1i 9.3 0.0 31.4 Supervised By :Jagrut Upadhyay 05/31/2022
203 17.5 0.0 38.0
Raw 50
Abundance
1000000  12.p80
101.0 ‘
ok \59(\) T “\ ”‘“ T \1\5?.\1\‘“\ T ”‘H\ T \2\8\1\
miz--> 50 100 150 200 250 800000
Abundance Scan 1750 (12.580 min): BF128581.D\data.ms (-
202.1 600000
Sub 400000
50
200000
101.0
0 51.0 w u“ 15(\)1 mn Hh‘ 281.. 0
e I e T T
m/z--> 50 100 150 200 250 Time--> 1250  12.60

Abundance Scan 1993 (14.010 min): BF128480.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.010 min Scan# 1993
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
1201 H Acq: 29 May 2022 20:00
G\ \5‘5\0\ T \““\H T \6-\67\\]-\ “\‘\H\““‘ ‘ T \'\ ‘ L ‘
m/z--> 50 100 150 200 250 300 Tgt Ion:24@ Resp: 259724
Abundance Scan 1993 (14.010 min): BF128581.D\data.ms Ion Ratio Lower Upper
240.2 240 100
120 8.5 8.9 13.3#
236 25.3 20.8 31.2
Raw 50
Abundance
14.010
120.1
0, 881 1801201 28013211 300000
\\‘\\\\‘\\ LI \\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance in): g
Scan 1993 (14.010 min): BF%iE;?;l.D\data.ms ( 200000
sub gy 100000
118.1
0 64.0 w ol HH 182.1 m h‘\‘\ﬂ“‘w 280.1321. 1 0
\\‘\\\\‘\ \‘\\\\‘\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 Time--> 13.95 14.00 14.05
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Abundance Scan 1771 (12.704 min): BF128480.D\data.ms (- #77

184.1 Benzidine
Concen: 8.119 ng
RT: 12.704 min Scan#t 1Sl
Ref 50 Delta R.T. ©0.000 min

Lab File: BF128581.D |(®lEIEEIsliEllof
Acq: 29 May 2022 20:00 HUSERSSIKENUENTES)

92.1
oL \5%-9‘\ 7 \““ \il-\g“?.‘\‘:lh““\ H‘\ \“‘\ T \2\8\1.\S
m/z--> 50 100 150 200 250 Tgt Ion::}84 Resp:  48638VEQIENIgIETolE1ilo] gk
Abundance Scan 1771 (12.704 min): BF128581.D\data.ms 10N Ratio Lower Upper BRAGLHONZD)
184.1 84 1600 Reviewed By :Christian Giraldo  05/31/2022
185 13.3 11.9 17.98 supervised By :Jagrut Upadhyay — 05/31/2022
183 12.7 9.3 13.9
Raw 50
Abundance
40000 12.f04
43.1
oL ‘\H‘ ‘M; ”‘\”‘\?%“:‘(‘) \}\3‘?.‘\?‘“\ “”\ \“‘ T 2\2\2\0\2’58\(\) T
m/z--> 50 100 150 200 250 30000
Abundance Scan 1771 (12.704 min): BF128581.D\data.ms (-
184.1
20000
Sub
50 10000
92.0
mize> 50 100 150 200 250 Time--> 12.60 12.70 12.80

Abundance Scan 1789 (12.810 min): BF128480.D\data.ms (- #78

2021 Pyrene
Concen: 48.856 ng
RT: 12.810 min Scan# 1789
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
101.0 Acq: 29 May 2022 20:00
ol g0 [ asor | o
m/z--> 50 100 150 200 250 Tgt Ion:?GZ Resp: 955944
Abundance Scan 1789 (12.810 min): BF128581.D\data.ms Ion Ratio Lower Upper
202.1 202 100
200 21.3 17.7 26.5
203 17.3 14.6 21.8
Raw 50
Abundance
12.810
101.0 1000000
NI TS T TH BTN
miz--> 50 100 150 200 250 800000
Abundance Scan 1789 (12.810 min): BF128581.D\data.ms (-
202.1 600000
Sub 400000
50
200000
101.0 ‘
0 \6‘3'9““‘ ‘\“ T 15\01 ‘ “\H‘ ‘ ‘2“15\'2‘ ‘ AR
m/z--> 50 100 150 200 250  Time--> 12.70 12.80 12.90
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Abundance Scan 1814 (12.957 min): BF128480.D\data.ms (- #79

244.3 Terphenyl-di4
Concen: 76.030 ng
RT: 12.951 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min |
Lab File: BF128581.D [(GlEhlSEnlellEll0fs
. . P035-SS001-0006-01MSD
c10 122.1 1601 196 ‘ Acq: 29 May 2022 20:00
oL “‘.\‘\8\8\.“1’ Ly ‘\‘ Ty ‘\‘ T ‘ \%\‘\ H\h“ L
miz--> 50 100 150 200 250 Tgt Ion:244 RESpZ 102210 Iwanualnuegraﬂons
Abundance Scan 1813 (12.951 min): BF128581.D\datams 10" Ratio Lower Upper BUE oM =0)
244.2 244 100 Reviewed By :Christian Giraldo  05/31/2022
212 7.7 6.1 9.1Q supervised By :Jagrut Upadhyay — 05/31/2022
122 10.5 8.8 13.2
Raw 50
Abundance
1000000 12.951
122.1 160.1
ol >dlera, | 1982 Ll 2
T \ ‘ T \ T T ’ T T T i T T ‘ T T i ‘ T T L ‘ 800000
m/z--> 50 100 150 200 250
Abundance 1813 (12.951 min): BF128581.D . -
Scan 1813 (12.951 min) 8581.D\data.ms ( 600000
244.2
400000
Sub 50
200000
122.1 160.1
@1 800 P00 | gy o UL
miz--> 50 100 150 200 250 Time--> 12.90 13.00

Abundance Scan 1895 (13.433 min): BF128480.D\data.ms (- #80

149.0 Butylbenzylphthalate
91.0 Concen: 51.807 ng
RT: 13.433 min Scan# 1895
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
1o 2061 Acq: 29 May 2022 20:00
ol bpldd b L “‘WM“‘3§74§121
m/z--> 50 100 150 200 250 300 Tgt Ion:149 Resp: 427561
Abundance Scan 1895 (13.433 min): BF128581.D\data.ms Ion Ratio Lower Upper
149.1 149 100
91.1 91 71.5 61.2 91.8
206 20.0 15.7 23.5
Raw 50
Abundance
206.1 500000 13.433
O‘A‘m‘w‘mhhﬂjh“““y 2092 3131
miz--> 50 100 150 200 250 300 400000
Abundance Scan 1895 (13.433 min): BF128581.D\data.ms (-
149.1 300000
91.1
Sub 200000
50
100000
206.1
ok \“ hu“‘h\‘ \“\‘h\‘ ‘\“ “\‘ S “‘ , ‘2‘ ?‘2‘ , ‘3‘1‘2‘2‘ . 0 ——
m/z--> 50 100 150 200 250 300 Time--> 13.40
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Abundance Scan 1991 (13.998 min): BF128480.D\data.ms (- #81

149.0 228.1 Benzo(a)anthracene
Concen: 49.742 ng
RT: 13.998 min Scan#t 1{gigiipl=gles
Ref 50 Delta R.T. ©0.000 min \A_
57.0 Lab File: BF128581.D [(GICHIEEIel(EI(6H
Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
|} “ 104 ‘ 279.1
0\\“\ ‘\h\i“\‘\\\‘\\\\‘\\Jil‘\\‘\\‘\3\3\3\.3‘\ .
miz--> 50 100 150 200 250 300 350 Tgt Ion:228 Resp: 76788 hAanuaIHuegranons
Abundance Scan 1991 (13.998 min): BF128581.D\datams 10" Ratio Lower Upper BVE oM =0)
228.1 228 100 Reviewed By :Christian Giraldo  05/31/2022
226 27.1 22.1 33.1 Supervised By :Jagrut Upadhyay 05/31/2022
149.1 229  19.9 15.8 23.8
Raw 50
Abundance
571 800000 13.998
G T \H“‘\ “‘\‘\ i“\‘ T \ T } \‘\ T ‘ T \‘i } ‘ \2\7\9\2‘ \3?7\\]-‘ T
miz--> 50 100 150 200 250 300 350 600000
Abundance Scan 1991 (13.998 min): BF128581.D\data.ms (-
228.1
400000
149.1
Sub 50
200000
57.1
T O B WL 2 F B et
miz--> 50 100 150 200 250 300 350 Time--> 13.95 14.00

Abundance Scan 1985 (13.963 min): BF128480.D\data.ms (- #82

252.1 3,3'-Dichlorobenzidine
Concen: 50.971 ng
RT: 13.963 min Scan# 1985
Ref 50 Delta R.T. ©.000 min
Lab File: BF128581.D
91.0 1541 Acq: 29 May 2022 20:00
0399\ \‘1\ \‘ “‘\ \“\ T ‘“L\l\ ‘\PH ‘ \% T “\ 1T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 Tet Ton:252 Resp: 201485
Abundance Scan 1985 (13.963 min): BF128581.D\datams 10N Ratlo Lower Upper
259 1 252 100
254 62.1 50.2 75.4
126 9.6 8.2 12.4
Raw 50
Abundance
154.1 13.963
77.0 ‘
0 \5\9“ ey ‘\ \‘ “ g \‘H‘\ t ‘m\h\ f ??lg‘\“\ T “\ T \3‘19\0\ 35‘6\ 200000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 1985 (13.963 min): BF128581.D\data.ms (- 150000
252.1
100000
Sub
50
50000
91.0 154.1
olS0Q T I [ o0, | 20403412 e
miz--> 50 100 150 200 250 300 350 Time--> 13.90 14.00 14.10
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Abundance Scan 1998 (14.039 min): BF128480.D\data.ms (- #83

228.2 Chrysene
Concen: 46.688 ng
RT: 14.039 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF128581.D [(GlEhlSEnlellEll0fs
113 Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
oL5L0_ ‘“ 175.1, | 2770
miz--> go 160 1%0 260 2%0 360 3%0 Tgt Ion:?28 Resp: 73811 hAanuaIHuegraﬂons
Abundance Scan 1998 (14.039 min): BF128581.D\datams 10" Ratio Lower Upper BUEOM=0)
228.1 228 100 Reviewed By :Christian Giraldo  05/31/2022
226 3.9 24.3 36.5 Supervised By :Jagrut Upadhyay 05/31/2022
229 19.9 15.9 23.9
Raw 50
Abundance
800000 14.b39
113.0
old3l YT 1741, | 2712 357.3
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 600000
Abundance Scan 1998 (14.039 min): BF128581.D\data.ms (-
228.1
400000
Sub
50 200000
113.0
0l 630 U 1741, | 27113192 373, 0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\\\’\\\\‘\\\
miz--> 50 100 150 200 250 300 350 Time->  14.00 14.05 14.10

Abundance Scan 1991 (13.998 min): BF128480.D\data.ms (- #84

149.0 228.1 Bis(2-ethylhexyl)phthalate
Concen: 58.259 ng
RT: 13.992 min Scan# 1990
Ref 50 Delta R.T. -0.006 min
57.0 Lab File: BF128581.D
Acq: 29 May 2022 20:00
ob LLLESE ‘ B WL )
m/z--> 50 100 150 200 250 300 350 '8t Ion:149 Resp: 581543
Abundance Scan 1990 (13.992 min): BF128581.D\datams 10" Ratio Lower Upper
149.1 149 100
167 25.5 21.0 31.4
228.1 279 3.6 3.1 4.7
Raw 50
57.1 Abundance
13.992
sLLlose L] e g om0
miz--> 50 100 150 200 250 300 350
Abundance Scan 1990 (13ii§;?1m|n). BF128581.D\data.ms (- 400000
228.1
sub o 200000
57.1
01040279101 ABSARERRRRRRRRN
m/z--> 50 100 150 200 250 300 350 Time--> 13.90 13.95 14.00
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Abundance Scan 2096 (14.616 min): BF128480.D\data.ms (- #85

149.0 Di-n-octyl phthalate
Concen: 53.524 ng
RT: 14.610 min Scan#t ¢Sl
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF128581.D [(GICHIEEIel(EI(6H
430 Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
ol 41930 | 1990 27073331 398.9
miz--> 5b 160 150 260 2%0 360 3%0 460 Tgt Ion:149 RESpZ 94046 Manualnuegraﬂons
Abundance Scan 2095 (14.610 min): BF128581.D\datams 10" Ratio Lower Upper BRUEOMN=0)
14p.1 149 100 Reviewed By :Christian Giraldo  05/31/2022
167 1.5 1.3 1.9 Supervised By :Jagrut Upadhyay 05/31/2022
43 11.8 9.2 13.8
Raw 50
Abundance
1000000 14.610
43.1
279.2
G T \u ‘”\ ‘\1 TT ‘ \ T \‘\ \2\0‘2\.]\-\ T ‘ T ‘\ T ‘ \3\3\4\.9\ T \4‘.]\-6\. 800000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2095 (14.610 min): BF128581.D\data.ms (- 600000
149.1
b 400000
Su
50
200000
43.1 279.1
oL 11,930 199.1 9.1328.0381.1
A T R e e e e T
miz--> 50 100 150 200 250 300 350 400 Time-->  14.50 14.60 14.70

Abundance Scan 2241 (15.468 min): BF128480.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.474 min Scan# 2242

Ref 50 Delta R.T. ©0.006 min
Lab File: BF128581.D
132.1 Acq: 29 May 2022 20:00
G T ‘\7\6\0\‘ \H\ J‘\H\ ‘ T \2\0‘4\. \]_\ T “\ TTT ‘ TTTT "\ T 1T ‘ TT 1T
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 197799
Abundance Scan 2242 (15.474 min): BF128581.D\datams 10" Ratio Lower Upper
264.2 264 100

260 24.0 18.4 27.6
265 21.8 17.2 25.8

Raw 50
Abundance
15.474
ol 2%t il 271 | siazsesnsso P00
miz--> 50 100 150 200 250 300 350 400
Abundance in): -
Scan 2242 (15.474 mln).z%l;1128581.D\data.ms ( 100000
sub 50000
132.0
ol 781 | 208.1 | 316.2371.1 429, 0
e e e T e T s
miz--> 50 100 150 200 250 300 350 400 Time-> 1540 15.50
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Abundance Scan 2489 (16.927 min): BF128480.D\data.ms (- #87

276.1 Indeno(1,2,3-cd)pyrene
Concen: 47.379 ng
RT: 16.939 min Scan# 2{gEigil=lies
Ref 50 Delta R.T. ©.012 min |
138.0 Lab File: BF128581.D |QUEHISEIIEEIlR
: Acq: 29 May 2022 20:00 P035-SS001-0006-01MSD
0 . o d 22611 i 360.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ .
miz--> 50 100 150 200 250 300 350 400 Tgt IOHZ?76 Resp: 55274 Manual Integrations
Abundance Scan 2491 (16.939 min): BF128581.D\datams 10" Ratio Lower Upper BRVE oM =0)
276.1 276 100 Reviewed By :Christian Giraldo  05/31/2022
138 20.8 21.1 31.7 Supervised By :Jagrut Upadhyay 05/31/2022
277 25.5 20.3 30.
Raw 50
Abundance
16/939
138.1 200000
ob38L ) 2071 | 32823812
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
. 150000
Abundance Scan 2491 (16.939 min): BF128581.D\data.ms (-
276.1
100000
Sub
50
50000
138.1
0 87.0 , \‘\ 2241 | 328.1 396.3 0
creerer e e T ET R T
m/z--> 50 100 150 200 250 300 350 400 Time--> 16.80 17.00

Abundance Scan 2169 (15.045 min): BF128480.D\data.ms (- #88

2521 Benzo(b)fluoranthene
Concen: 53.065 ng

RT: 15.045 min Scan# 2169

Ref 50 Delta R.T. ©0.000 min
Lab File: BF128581.D
126.1 Acq: 29 May 2022 20:00
0 \\‘?L\L\O\"\”\“\\‘\\]\_9\‘8.\1\1"\\ ‘HH‘HH"HH‘HH
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:252 Resp: 652937
Abundance Scan 2169 (15.045 min): BF128581.D\datams 10" Ratio Lower Upper
2591 252 100

253 21.9 17.7 26.5
125 8.4 8.0 12.0

Raw 50
Abundance
126.1 15.045
ol 891 ] 200.1 | 311.2 376.3428.
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 400000
Abundance Scan 2169 (15.045 min): BF128581.D\data.ms (-
252.1
Sub 200000
50
126.1
ol 740 || 200.1 | 303.1357.1 428. 01
R A R A e e e RS RS L T T B
m/z--> 50 100 150 200 250 300 350 400  Time--> 15.00 15.05

BF128581.D 8270-BF052622.M Tue May 31 14:14:52 2022 Page 47



Abundance Scan 2169 (15.045 min): BF128480.D\data.ms (- #89

25p.1 Benzo(k)fluoranthene

Concen: 52.608 ng m

RT: 15.080 min Scan# 2{[Eigial=laies

Ref 50 Delta R.T. 0.006 min
Lab File: BF128581.D [(GlEhlSEnlellEll0fs
126.1 Acq: 29 May 2022 20:00 HUCERSEINREUIUYED)
oL 740yl 1981 | 3409

mfze> 50 100 150 200 250 300 350 400 T8t Ion:gsz Resp: 59974@RIVEGNEIRGICETIETTOIS
Abundance Scan 2175 (15.080 min): BF128581.D\datams 10N Ratio Lower Upper BRAGLON=0)
252.1 252 100 Reviewed By :Christian Giraldo  05/31/2022
253 21.0 17.8 26.6f supervised By :Jagrut Upadhyay —05/31/2022
125 7.3 8.3 12.
Raw 50
Abundance
15/080
126.1
oLB7.A | 2021 | 3131362.1 417.
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 400000
Abundance Scan 2175 (15.080 min): BF128581.D\data.ms (-
252.1
Sub 200000
50
126.1 A
oL 740 | 1871 , | 30313551 417. 0
e e e e e e T
m/z--> 50 100 150 200 250 300 350 400 Time--> 15.05 15.10 15.15

Abundance Scan 2231 (15.410 min): BF128480.D\data.ms (- #90

252.1 Benzo(a)pyrene

Concen: 58.111 ng

RT: 15.415 min Scan# 2232

Ref 50 Delta R.T. ©0.006 min
Lab File: BF128581.D
126.1 Acq: 29 May 2022 20:00
0 T ‘ \.\ T ‘ \“‘\‘“\ T ‘]_\7\4\.-\]_‘ T \m\ T TT 1T ‘ TT 1T ‘ \'\ TT ‘ TT
m/z--> 50 100 150 200 250 300 350 400 '8t Ion:252 Resp: 573672
Abundance Scan 2232 (15.415 min): BF128581.D\datams 10" Ratio Lower Upper
25p.1 252 100

253 21.4 17.0 25.6
125 8.3 8.8 13.2#

Raw 50
Abundance
126.1 15HS
oL58L ] 1091 306.2 363.2412. 400000
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2232 (15.415 min): BF128581.D\data.ms (- 300000
252.1
200000
Sub
50
100000
126.1
ol 740 ] 200.1 301.1349.1397.4 0]
e e i aaatiiatas e
mlz--> 50 100 150 200 250 300 350 400 Time--> 15.40  15.50
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Abundance Scan 2493 (16.951 min): BF128480.D\data.ms (- #91

278.1 Dibenzo(a,h)anthracene

Concen: 51.241 ng

RT: 16.957 min Scan# 2{gEigil=lies

Ref 50 Delta R.T. 0.006 min
Lab File: BF128581.D [(GlEhlSEnlellEll0fs
139.1 Acq: 29 May 2022 20:00 EUEEESEIUREVVERIVISTD)
olg3t .l 2241 | 301
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:278 Resp: 495658 MVERIVEINIIE]E= 1]
Abundance Scan 2494 (16.957 min): BF128581.D\datams 10" Ratio Lower Upper BVEOMN=0)
278.2 278 100 Reviewed By :Christian Giraldo  05/31/2022

139 13.1 12.8 19.2
279 23.0 18.6 28.0

Supervised By :Jagrut Upadhyay 05/31/2022

Raw 50
Abundance
16.957
139.1
oLS8L | 2241 | 3330 4051 290000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 2494 (16.957 min): BF128581.D\data.ms (-
278.1 150000
sub 100000
50
50000
139.0
0830 | 2241 || 3311 398.2 0
corr e e e PR ST T
m/z--> 50 100 150 200 250 300 350 400  Time--> 16.80 17.00

Abundance Scan 2565 (17.374 min): BF128480.D\data.ms (- #92

276.1 Benzo(g,h,i)perylene
Concen: 48.694 ng
RT: 17.380 min Scan# 2566
Ref 50 Delta R.T. ©.006 min
138.1 Lab File: BF128581.D
Acq: 29 May 2022 20:00
0 . I J“ 222.0 | .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:276 Resp: 4671960
Abundance Scan 2566 (17.380 min): BF128581.D\datams 1ON Ratlo Lower Upper
276.2 276 100
277 23.2 19.1 28.7
138 16.9 18.0 27 .0#
Raw 50
Abundance
1381 200000 L0
0 \\\r"?\.]‘\-\ T ‘ T \‘“\I“\ ‘ TT \2\(‘)2.\]-\ T l‘ T \‘ T ‘3\\2\9\]‘- \3\8\6\‘3\ TTT
m/z--> 50 100 150 200 250 300 350 400 150000
Abundance Scan 2566 (17.380 min): BF128581.D\data.ms (-
276.1
100000
Sub
50
50000
138.0
ol 820 | 2241 | 331.1388.2 0
R e R aE N ; o
m/z--> 50 100 150 200 250 300 350 400 Time--> 17.40
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